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a glucocorticord receptor (GR) a ligand binding domain 
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tide in complex with the ligand fluticasone propionate 
(FP) and a peptide derived from the co-activator TIF2. 
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ing pocket not seen in other GR structures. Methods of 
designing steroid and non-steroid modulators of the bi- 
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are also disclosed. In another aspect of the present in- 
vention homology models of androgen receptor (AR), 
progesterone receptor (PR) and mineralcorticoid recep- 
tor (MR) are disclosed, as well as methods of forming 
homology models for other NRs. Methods of forming a 
soluble GR/FP/TIF2 complex are also disclosed. 
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Description 

Technical Field 

K 1 , T H he P ' esent invention relates 9 eneral| y to a glucocorticoid receptor polypeptide, to a glucocorticoid receptor 
gand b.nd.ng doma.n polypeptide, and to the structure of a glucocorticoid receptor ligand binding domain bouna to 
"^ ProP-onate and a co-activator peptide. This stucture reveals an expanded binding pocket haTg a config- 
uration and volume not observed in other GR structures, which exp.ains the observed binding of some ligands to GR 
In one aspect, the .nvention relates to methods by which a soluble complex comprising glucocorticoid ligand binding 
doma.n, flut,casone propionate and a co-activator can be generated. Methods by whfch modulator an Hgands 0 ^ 
nuclear receptors, particularly steroid receptors, and more particularly g.ucosteroid receptors, and the Hgan Sing 
domains thereof, can be identified are also disclosed. The invention further relates to homology model of nuS 

^SSES!? T IT binding domains of nuc,ear receptors - which can be 9 enerated usin 9 

a n cZSptor ***** ** ** d0CWhfl m ° de ' S °' a " aSSOCiation between a - 
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ATP 


adenosine triphosphate 


i ADP 


adenosine diphosphate 


l APS 


Advanced Photon Source 


AR 


androgen receptor 


CAT 


chloramphenicol acyltransferase 


CCD 


charge-coupled device 


cDNA 


complementary DNA 


DBD 


DNA binding domain 


DEX 


dexamethasone 


DHT 


dihydrotestosterone 


DMSO 


dimethyl sulfoxide 


DNA 


deoxyribonucleic acid 


rv i i 


dithiothreitol 


EDTA 


ethylenediaminetetraacetic acid 


En 


estrogen receptor 


FP 


fluticasone propionate 


GR 


glucocorticoid receptor 


GRa 


glucocorticoid receptor a 


GRE 


glucocorticoid responsive element 


HEPES 


N-2-hydroxyethylpipera2ine-N'-2-ethanesulfonic acid 


HSP 


heat shock protein 


kDa 


kilodalton(s) 


LBD 


ligand binding domain 


MM 


molecular mechanics 


MR 


mineralcorticoid receptor 


NDP 


nucleotide diphosphate 


NID 


nuclear receptor interaction domain 


NR 


nuclear receptor 


NTP 


nucleotide triphosphate 


PAGE 


polyacrylamide gel electrophoresis 


PCR 


polymerase chain reaction 


PG 


progesterone 


pl 


isoelectric point 


PPAR 


peroxisome proliferator-activated receptor 


PR 


progesterone receptor 


QSAR [ 


quantitative structure-activity relationship 
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(continued) 



Abbreviations 


RAR 


retinoid acid receptor 


RXR 


retinoid X receptor 


SAR 


structure-activity relationship 


SDS 


sodium dodecyl sulfate 


SDS-PAGE 


sodium dodecyl sulfate polyacrylamide gel electrophoresis 


SR 


steroid receptor 


TIF2 


transcription intermediary factor 2 


TR 


thyroid receptor 


VDR 


vitamin D receptor 



Amino Acid Abbreviations 


Single-Letter Code 


•m^mmm m — ^ . 

Three-Letter Code 


Name 


A 


Ala 


Alanine 


V 


Val 


Valine 


L 


Leu 


Leucine 


1 


lie 


Isoleucine 


P 


Pro 


Proline 


F 


Phe 


Phenylalanine 


W 


Trp 


Tryptophan 


M 


Met 


Methionine 


G 


Gly 


Glycine 


S 


Ser 


Serine 


T 


Thr 


Threonine 


C 


Cys 


Cysteine 


Y 


Tyr 


Tyrosine 


N 


Asn 


Asparagine 


Q 


Gin 


Glutamine 


D 


Asp 


Aspartic Acid 


E 


Glu 


Glutamic Acid 


K 


Lys 


Lysine 


R 


Arg 


Arginine 


H 


His 


Histidine 



Functionally Equivalent Codons 
Amino Acid Codons 
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Alanine 


Ala 


A 


ftPA rsrp r^Pi^ hpi i 

vvn Ow u^u VJUU 


Cysteine 


Cvs 


p 

U 


i i<^p i ir^i i 

UVJU UuU 


AsDartic Acid 




n 


r^Ap r> a i i 


Glumatic acid 


Glu 


c 


A A OAO 
O/AM OMVJ 


Phenylalanine 


Phe 


c 

r 


Ml IP t II II 1 


Glvcine 






ooA Ijou ovjo oCjU 


Histidine 


His 


u 

n 


PAP PAI 1 


Isoleucine 


He 


1 
I 


Al IA Al IP Al II 1 
MUM MUU MUU 


Lvsine 


i— y o 


rv 


AAA AAH 
MMM MMVj 


Methionine 


Met 


M 

IVI 


Al \CZ 


Asoaraaine 


A<?n 

#*0| 1 


N 


AAP AAI 1 
nnU MMU 


Proline 




P 

r 


PPA ppp i 
UUn UUU UUv3 UUU 


Glutamine 


Gin 




PAA PAfi 
UMM UMo 


Threonine 


Thr 


T 
i 


APA APP AP^i API 1 
"Un MUU MUO MUU 


Valine 


Val 

V Cll 


V 


C±\ ia f^i ip r^i iri pi if i 

OUM oUU oUO UUU 


Tryptophan 


Tro 


w 




Tyrosine 


Tvr 


v 
i 


I IAP I IAI 1 

Unw UMU 


Leucine 


Leu 


L 


UUA UUG PI JA PI IP 

w un uu\j uun UUU 








CUG CUU 


Arginine 


Arg 


R 


AGA AGG CGA CGC 








CGG CGU 


Serine 


Ser 


S 


ACG AGU UCA UCC 








UCG UCU 



Background Art 

[0002] Nuclear receptors represent a superfamily of proteins that specifically bind a physiologically relevant small 
molecule, such as a hormone or vitamin. As a result of a molecule binding to a nuclear receptor, the nuclear receptor 
changes the ability of a cell to transcribe DNA, i.e. nuclear receptors modulate the transcription of DNA. However, they 
can also have transcription independent actions. 

[0003] Unlike integral membrane receptors and membrane-associated receptors, nuclear receptors reside in either 
the cytoplasm or nucleus of eukaryotic cells. Thus, nuclear receptors comprise a class of intracellular, soluble, ligand- 
regulated transcription factors. Nuclear receptors include but are not limited to receptors for androgens, mineralcorti- 
coids, progestins, estrogens, thyroid hormones, vitamin D, retinoids, eicosanoids, peroxisome proliferators and, per- 
tinently, glucocorticoids. Many nuclear receptors, identified by either sequence homology to known receptors (See, e 
fl.. Drewes et al., (1996) Mol. Cell. Biol. 16:925-31) or based on their affinity for specific DNA binding sites in gene 
promoters (See, e^, Sladek et ah. Genes Dev. 4:2353-65), have unascertained ligands and are therefore commonly 
termed "orphan receptors." 

[0004] Glucocorticoids are an example of a cellular molecule that has been associated with cellular proliferation. 
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Glucocorticoids are known to induce growth arrest in the G1 -phase of the cell cycle in a variety of cells, both in vivo 
and in vitro, and have been shown to be useful in the treatment of certain cancers. The glucocorticoid receptor (GR) 
belongs to an important class of transcription factors that alter the expression of target genes in response to a specific 
hormone signal. Accumulated evidence indicates that receptor associated proteins play key roles in regulating gluco- 

5 corticoid signaling. The list of cellular proteins that can bind and co-purify with the GR is constantly expanding. 

[0005] Glucocorticoids are also used for their anti-inflammatory effect on the skin, joints, and tendons. They are 
important for treatment of disorders in which inflammation is thought to be caused by immune system activity. Repre- 
sentative disorders of this sort include but are not limited to rheumatoid arthritis, inflammatory bowel disease, glomer- 
ulonephritis, and connective tissue diseases like systemic lupus erythmatosus. Glucocorticoids are also used to treat 

10 asthma (e.g. fluticasone propionate, a component of the asthma medication ADVAIR™ marketed by GlaxoSmithKline) 
and are widely used with other drugs to prevent the rejection of organ transplants. Some cancers of the blood (leuke- 
mias) and lymphatic system (lymphomas) can also respond to corticosteroid drugs. 

[0006] Glucocorticoids exert several effects in tissues that express receptors for them. They regulate the expression 
of several genes either positively or negatively and in a direct or indirect manner. They are also known to arrest the 

'5 growth of certain lymphoid cells and in some cases cause cell death (Harmon et al., (1 979) J. Cell Physiol. 98: 267-278; 
Yamamoto. d 985) Ann. Rev. Genet. 1 9: 209-252; Evans, (1 988) Science 240:889-895; Beato, (1 989) Cell 56:335-344; 
Thompson, (1989) Cancer Res. 49: 2259s-2265s.). Due in part to their ability to kill cells, glucocorticoids have been 
used for decades in the treatment of leukemias, lymphomas, breast cancer, solid tumors and other diseases involving 
irregular cell growth, e.g. psoriasis. The inclusion of glucocorticoids in chemotherapeutic regimens has contributed to 

20 a high rate of cure of certain leukemias and lymphomas which were formerly lethal (Homo-Delarche, (1 984) Cancer 
Res. 44: 431 -437). Although it is clear that glucocorticoids exert these effects after binding to their receptors, the 
mechanism of killing cells is not completely understood, although several hypotheses have been proposed. Among 
the more prominent hypotheses are: the deinduction of critical lymphokines, oncogenes and growth factors; the induc- 
tion of supposed "lysis genes;" alterations in calcium ion influx; the induction of endonucleases; and the induction of 

25 a cyclic AMP-dependent protein kinase (McConkey et al., (1989) Arch. Biochem. Biophys. 269: 365-370; Cohen & 
Duke, (1 984) J. Immunol. 1 52: 38-42; Eastman-Reks & Vedeckis, (1 986) Cancer Res. 46: 2457-2462; Kelso & Munck, 
(1984) J. Immunol. 133:784-791; Gruol et al., (1989) Molec. Endocrinol. 3: 2119-2127; Yuh & Thompson. (1989) J. 
Biol. Chem. 264: 10904-10910). 

[0007] Fluticasone propionate (FP) is a coricosteroid that forms one active component of the GlaxoSmithKline prod- 

30 uct ADVAIR™, which is indicated for treatment of asthma. Fluticasone propionate is a GR modulator. As an asthma 
medicine, fluticasone propionate reduces swelling and inflammation inside the lungs of a patient. The precise mech- 
anism of this effect is not presently known. Fluticasone propionate has been found to have an affinity for GR 18 times 
that of dexamethasone, another commonly employed corticosteroid. The present invention offers some insight into 
this observed pattern of affinity for GR. 

35 [0008] Polypeptides, e.g. the glucocorticoid receptor ligand binding domain, have a three-dimensional structure de- 
termined by the primary amino acid sequence and the environment surrounding the polypeptide. This three-dimensional 
structure establishes the polypeptide's activity, stability, binding affinity, binding specificity, and other biochemical at- 
tributes. Thus, knowledge of a protein's three-dimensional structure can provide much guidance in designing agents 
that mimic, inhibit, or improve its biological activity. 

40 [0009] The three-dimensional structure of a polypeptide can be determined in a number of ways. Many of the most 
precise methods employ X-ray crystallography (See, e.g.. Van Holde, (1 971 ) Physical Biochemistry. Prentice-Hall, New 
Jersey, pp. 221 -39). This technique relies on the ability of crystalline lattices to diffract X-rays or other forms of radiation. 
Diffraction experiments suitable for determining the three-dimensional structure of macromolecules typically require 
high-quality crystals. Unfortunately, such crystals have been unavailable for the ligand binding domain of a human 

45 glucocorticoid receptor, as well as many other proteins of interest. Thus, high-quality diffracting crystals of the ligand 
binding domain of a human glucocorticoid receptor in complex with a ligand would greatly assist in the elucidation of 
its three-dimensional structure. 

[0010] Clearly, the solved crystal structure of the ligand binding domain of a glucocorticoid receptor polypeptide in 
complex with a ligand and a co-activator peptide would be useful in the process of the rational design of modulators 

50 of activity mediated by the glucocorticoid receptor. Evaluation of the available sequence data shows that GRa is par- 
ticularly similar to MR, PR and AR. The GRot LBD has approximately 56%, 54% and 50% sequence identity to the MR, 
PR and AR LBDs, respectively. The GRP amino acid sequence is identical to the GRa amino acid sequence for residues 
1-727, but the remaining 15 residues in GRP show no significant similarity to the remaining 50 residues in GRa. If no 
X-ray structure were available for GRa, then one could build a model for GRa using the available X-ray structures of 

55 pr and/or AR as templates. These theoretical models have some utility, but cannot be as accurate as a true X-ray 
structure, such as the X-ray structure disclosed here. Because of their limited accuracy, a model for GRa will generally 
be less useful than an X-ray structure for the design of agonists, antagonists and modulators of GRa. 
[0011] Additionally, a solved GRa-co-activator peptide-fluticasone propionate crystal structure would provide struc- 
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milt? I" 8 ' 9 S ne ° eSSary ,0 d6Sign 3 modulator of GRa that maximizes preferred requirements for any 
modulator, ,.e. potency and specificity. By exploiting the structural details obtained from a GRa<ZcZtooZZ 

ITIZ* r°T ate ^ S,rUCtUr6> " W0U ' d be P ° SSible 10 desi9n a GR " that, SgS£ 

wrth other stero.d receptors and nuclear receptors, exploits the unique structural features of the ligand b.ndino domaS 

of human GRa. A GRa modulator developed using structure-assisted design would take advantag o -ZSwIT 
eZ or COnsiderations and tnus be — effective than a modulator developed us ng 

design or other GRa structures. Potential or existent homology models or existing crystal structures cannot provide 

SSf? SPeCif i Ci,y - A GR<X m0dU ' at0r d6Si9ned usin9 the « al c °°«s o a cTs"al e fl 
of the hgand binding domain of GRa in complex with fluticasone propionate and a co-activator peptide would Z 
prov.de a starting point for the development of modulators of other nuclear receptors 

[001 2] Although several journal articles have referred to GR mutants having "increased ligand efficacy" in cell-based 

JT^y ^V punf,cat,on ' assa * and crystallization. See Garabedian & Yamamntn (19 92 ) Mol Biol Cell 3 
1245-1 257; ^1^(1 995) Proc. Natl. Acad. Sci. 92: 4701-4705; Bohen, (1995) J. Biol. Chew 27Q- 294^2943 J 
§2^ ( 998) Mol. Cell. Biol. 18: 3330-3339; Freeman et al. . (2000)G^ Dev. 14: 422-434 ' 

IS k t?^ iS ,r" documented that GR associates with molecular chaperones (e.g. heat shock proteins (HSPs) 
such as hsp90, hsc70, and P 23). In the past, it has been considered that GR would either not b aS o soluble i 

m order to adopt a h.gh affinity steroid b.ndmg conformation. See Xu et al.. (1998) J. Biol. Chem 273 1 391 8-1 3924- 
Baja£andj_et_ai, (2000) J. Biol. Chem. 275: 22597-22604. ' 

rrnnL^V'^^T 3 ' a ^ iC ' eS haVe rep ° rted Eco *' expression of GST-GR, but also noted a failure to purify the 

^sss&s^^ (1990) j stemid — — •* - s±£: 

[0015] The structure of GR in complex with dexamethasone was previously solved ("the Dex structure") the atomir 
SST h° h WhiC t H ^ PreS6nted Tab ' e 3 " Wh " e ° fferin 9 -P-edented insight into the stmcture of G R iJcompTex 
foil Jf "I m tUre d06S n0t adeqU3tely anSW6r 1,16 9Uestion SUTOundi "9 th * ni9her affinity oVgf i for FP than 
ZfiESEZ- d06S GR/DSX StrUCtUrS eXP ' ain *• StrUCtUral ^uirements for association of FP Zm GR 
MR atd pr * ,™ Tf ' examinat,on of GR/Dex s ™ure initially suggests that the binding pocket of GR AR 
»1 • * L S . ma " t0 accommodate tha ^ "Sand. Nor can available GR, AR, MR and PR models adequately 
exp a.n the mode of FP association with these NRs. Examination of these models ndicates that fiStand binding 

sStuent at t e n accommodata FP a " d <*» ligands. such as steroidal molecuteSn a 

substituents at the C-17a position and non-steroidal molecules having substituents predicted to fill the same soace as 
would be tided by the proprionate group of FP. These larger ligands, including FP, J .nonetheless hSISlwSiS 

me " y eXPandin9 ,i9and Wndin9 P ° Cket in S ° me Way " Until the disclosure °< tha P^entZS 

the deta.ls of this expans.on, .ncluding the identity of movements of structural features of a GR protein were no, Town' 

and would have been exceptionally difficult to predict wrth protein modelling software ! fcS 2^0^ 

ZZZZ^TrZZ a,so ,orm a basis ,or the construction of homolo9y models and ^ 

K7A | mp0rtantly ' a GR/FP structure could b « employed in modulator design. This structure would be particularly 
valuable because ,t would provide insight into the structural features of GR that are involved in binding FP Since 

ZT«TT e T* m0de ' S Cann0t adeqUate ' y aCC0Unt f0r the bindi "g * FP a " d certain othe^ HSZ in act 
suggest that, based on a steric evaluation of the ligand-receptor interaction, such binding would not be likefy To be 

S32i^ ,tn ^ ° f GR " COmP,6X ^ FP W ° Uld 56 ° f PartiCU ' ar va,Ue t0 resea ^ers Svoled Wiethe 
rational design of NR modulators, particularly modulators of GR, AR, PR and MR. Further, such a structure could form 

the basis of one or more homology models and docking models; these models would be particu^ ZaSe Z 

SJS ° r reC H eptor " SPeCifiC ,6atUreS that 3 9eneral NR model could not. The generation ^0^ moiels 

would be of assistance in designing receptor-specific modulators. 

[0017] What is needed, therefore, is a purified, soluble GRa LBD polypeptide in complex with a steroidal lioand 
aving a substituent larger than a hydroxy, group at the C1 7-« position'pSerab.y also J^^SSSSS 

P^p~mS S N R S s Cnerar 5 ^ ^ ~ ^ ™— — ^ ™ 

[0018] What is also needed is a crystallized form of a GRa ligand binding domain, preferably in complex with fluti- 

ZZt P T,"f 3 CO ' activator Peptide. Acquisition of crystals of the GRa ligan ^binding Mpot^el 

ZTJT H S °K n£ L Pr ° Pi0nate and 3 C °- aCtivat0r Peptide facilitates a determination of a L^nSSSS^. 
ture of a GRa ligand binding domain (LBD) polypeptide in the conformation adopted by GRa when it biiSS^ 

ZITgZXSTITT S° W,ed9e ° f thfe *- dimenSi ° nal StruC,Ure "an facifitate JSZgSZZ 
ulators of GR-med,ated acbvity. Such modulators can lead to therapeutic compounds to treat a wide range of conditions, 
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including inflammation, tissue rejection, auto-immunity, malignancies such as leukemias and lymphomas, Cushing's 
syndrome, acute adrenal insufficiency, congenital adrenal hyperplasia, rheumatic fever, polyarteritis nodosa, granulo- 
matous polyarteritis, inhibition of myeloid cell lines, immune proliferation/apoptosis, HPA axis suppression and regu- 
lation, hypercortisolemia, modulation of the TH1 /TH2 cytokine balance, chronic kidney disease, stroke and spinal cord 

5 injury, hypercalcemia, hypergylcemia, acute adrenal insufficiency, chronic primary adrenal insufficiency, secondary 
adrenal insufficiency, congenital adrenal hyperplasia, cerebral edema, thrombocytopenia, Little's syndrome, inflamma- 
tory bowel disease, systemic lupus erythematosus, polyartitis nodosa, Wegener's granulomatosis, giant cell arteritis, 
rheumatoid arthritis, osteoarthritis, hay fever, allergic rhinitis, urticaria, angioneurotic edema, chronic obstructive pul- 
monary disease, asthma, tendonitis, bursitis, Crohn's disease, ulcerative colitis, autoimmune chronic active hepatitis, 

10 organ transplantation, hepatitis, cirrhosis, inflammatory scalp alopecia, panniculitis, psoriasis, discoid lupus erythema- 
tosus, inflamed cysts, atopic dermatitis, pyoderma gangrenosum, pemphigus vulgaris, bullous pemphigoid, systemic 
lupus erythematosus, dermatomyositis, herpes gestationis, eosinophilic fasciitis, relapsing polychondritis, inflammatory 
vasculitis, sarcoidosis, Sweet's disease, type 1 reactive leprosy, capillary hemangiomas, contact dermatitis, atopic 
dermatitis, lichen planus, exfoliative dermatitus, erythema nodosum, acne, hirsutism, toxic epidermal necrolysis, ery- 

15 thema multiform, cutaneous T-cell lymphoma. Other applications of a GR modulator developed in accordance with the 
present invention can be employed to treat Human Immunodeficiency Virus (HIV), cell apoptosis, and can be employed 
in treating cancerous conditions including, but not limited to, Kaposi's sarcoma, immune system activation and mod- 
ulation, desensitization of inflammatory responses, IL-1 expression, natural killer cell development, lymphocytic leuke- 
mia, treatment of retinitis pigmentosa. Other applications for such a modulator comprise modulating cognitive perform- 

20 ance, memory and learning enhancement, depression, addiction, mood disorders, chronic fatigue syndrome, schizo- 
phrenia, stroke, sleep disorders, anxiety, immunostimulants, repressors, wound healing and a role as a tissue repair 
agent or in anti-retroviral therapy. 

Summary of the Invention 

25 

[0019] A crystalline GR polypeptide complex comprising an expanded binding pocket is disclosed. Preferably, the 
crystalline form has lattice constants of of a = b = 127.656 A, c = 87.725 A, a = 90°, p = 90°, y= 120°. Preferably, the 
crystalline form is a hexagonal crystalline form. More preferably, the crystalline form has a space group of Pe^ Even 
more preferably, the GR ligand binding domain polypeptide comprises the amino acid sequence shown in SEQ ID 
30 NOs: 6 and 8. Even more preferably, the GR ligand binding domain has a crystalline structure further characterized by 
the coordinates corresponding to Table 2. 

[0020] Preferably, the GR polypeptide complex comprises a ligand and a co-activator peptide. Optionally, the crys- 
talline form contains two GR ligand binding domain polypeptides in the asymmetric unit. Preferably, the crystalline form 
is such that the three-dimensional structure of the crystallized GR ligand binding domain polypeptide can be determined 
35 to a resolution of about 3.0 A or better. Even more preferably, the crystalline form contains one or more atoms having 
a molecular weight of 40 grams/mol or greater. 

[0021] A method for determining the three-dimensional structure of a crystallized GR polypeptide complex comprising 
an expanded binding pocket to a resolution of about 3.0 A or better is disclosed. In a preferred embodiment, the method 
comprises: (a) crystallizing a GR ligand binding domain polypeptide; and (b) analyzing the GR ligand binding domain 
40 polypeptide to determine the three-dimensional structure of the crystallized GR ligand binding domain polypeptide, 
whereby the three-dimensional structure of a crystallized GR polypeptide complex comprising an expanded binding 
pocket is determined to a resolution of about 3.0 A or better. 

[0022] Preferably, the complex comprises a ligand, preferably fluticasone propionate, and a co-activator peptide, 
preferably a TIF2 peptide. It is also preferable that the GR ligand binding domain polypeptide comprises the amino 

45 acid sequence of SEQ ID NOs: 6 and 8, and that the TIF2 peptide comprises SEQ ID NO: 9. Even more preferably, 
the three-dimensional structure is further characterized by the coordinates corresponding to Table 2. 
[0023] A method of generating a crystallized GR polypeptide complex comprising an expanded binding pocket and 
a ligand known or suspected to be unable to associate with a known GR structure is disclosed. In a preferred embod- 
iment, the method comprises: (a) providing a solution comprising a GR polypeptide and a ligand known or suspected 

so to be unable to associate with a known GR structure; and (b) crystallizing the GR ligand binding domain polypeptide 
using the hanging drop method, whereby a crystallized GR polypeptide complex comprising an expanded binding 
pocket and a ligand known or suspected to be unable to associate with a known GR structure is generated. 
[0024] Preferably, the complex comprises a ligand, preferably fluticasone propionate, and a co-activator peptide, 
preferably a TIF2 peptide. It is also preferable that the GR ligand binding domain polypeptide comprises the amino 

55 acid sequence of SEQ ID NOs: 6 or 8, and that the TIF2 peptide comprises SEQ ID NO: 9. Even more preferably, the 
complex is further characterized by the coordinates corresponding to Table 2. 

[0025] A method for identifying a GR modulator is disclosed. In a preferred embodiment, the method comprises: (a) 
providing atomic coordinates of a GR polypeptide complex comprising an expanded binding pocket to a computerized 
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modeling system; and (b) modeling a ligand that fits spatially into the large pocket volume of the GR polypeptide 
complex to thereby identify a GR modulator. 

[0026] Preferably, the complex comprises a ligand, preferably fluticasone propionate, and a co-activator peptide, 
preferably a TIF2 peptide. It is also preferable that the GR polypeptide comprises the amino acid sequence of SEQ ID 
5 NOs: 6 or 8, and that the TIF2 peptide comprises SEQ ID NO: 9. Even more preferably, the complex is further char- 
acterized by the coordinates corresponding to Table 2. 

[0027] A method of designing a modulator that selectively modulates the activity of a GRa polypeptide comprising 
an expanded binding pocket is disclosed. In a preferred embodiment, the method comprises: (a) providing a crystalline 
form of a GRa polypeptide complex comprising an expanded binding pocket; (b) determining the three-dimensional 
10 structure of the crystalline form of the GRa ligand binding domain polypeptide; and (c) synthesizing a modulator based 
on the three-dimensional structure of the crystalline form of the GRa ligand binding domain polypeptide, whereby a 
modulator that selectively modulates the activity of a GRa polypeptide comprising an expanded binding pocket is 
designed. 

[0028] Preferably, the complex comprises a ligand, preferably fluticasone propionate, and a co-activator peptide, 
15 preferably a TIF2 peptide. It is also preferable that the GR ligand binding domain polypeptide comprises the amino 
acid sequence of SEQ ID NOs: 6 or 8, and that the TIF2 peptide comprises SEQ ID NO: 9. Even more preferably, the 
three-dimensional structure is further characterized by the coordinates corresponding to Table 2. 
[0029] A method of forming a homology model of an NR is disclosed. In a preferred embodiment, the method com- 
prises: (a) providing a template amino acid sequence comprising a GR polypeptide comprising an expanded binding 
20 pocket; (b) providing a target NR amino acid sequence; (c) aligning the target sequence and the template sequence 
to form a homology model. 

[0030] Preferably, the GR polypeptide comprises the amino acid sequence of SEQ ID NOs: 6 or 8, and that the TIF2 
peptide comprises SEQ ID NO: 9. 

[0031] A method of designing a modulator of a nuclear receptor is disclosed. In a preferred embodiment, the method 
25 comprises: (a) designing a potential modulator of a nuclear receptor that will make interactions with amino acids in the 

ligand binding site of the nuclear receptor based upon atomic structure coordinates of a NR polypeptide complex 

comprising an expanded binding pocket; (b) synthesizing the modulator; and (c) determining whether the potential 

modulator modulates the activity of the nuclear receptor, whereby a modulator of a nuclear receptor is designed. 

[0032] Preferably, the complex comprises a ligand, preferably fluticasone propionate, and a co-activator peptide, 
30 preferably a TIF2 peptide. It is also preferable that the NR polypeptide comprises the amino acid sequence of SEQ ID 

NOs: 6 or 8, and that the TIF2 peptide comprises SEQ ID NO: 9. Even more preferably, the atomic structural coordinates 

are further characterized by the coordinates corresponding to Table 2. 

[0033] A method of modeling an interaction between an NR and a non-steroid ligand is disclosed. In a preferred 
embodiment, the method comprises: (a) providing a homology model of a target NR generated using a crystalline GR 

35 polypeptide complex comprising an expanded binding pocket; (b) providing atomic coordinates of a non-steroid ligand; 
and (c) docking the non-steroid ligand with the homology model to form a NR/ligand model. 
[0034] Preferably, the complex comprises a ligand, preferably fluticasone propionate, and a co-activator peptide, 
preferably a TIF2 peptide. It is also preferable that the GR polypeptide comprises the amino acid sequence of SEQ ID 
NOs: 6 or 8, and that the TIF2 peptide comprises SEQ ID NO: 9. Even more preferably, the complex is further char- 

40 acterized by the coordinates corresponding to Table 2. 

[0035] A method of designing a non-steroid modulator of a target NR using a homology model is disclosed. In a 
preferred embodiment, the method comprises: (a) modeling an interaction between a target NR and a non-steroid 
ligand using a homology model generated using a crystalline GR polypeptide complex comprising an expanded binding 
pocket; (b) evaluating the interaction between the target NR and the non-steroid ligand to determine a first binding 

45 efficiency; (c) modifying the structure of the non-steroid ligand to form a modified ligand; (d) modeling an interaction 
between the modified ligand and the target NR; (e) evaluating the interaction between the target NR and the modified 
ligand to determine a second binding efficiency; and (f) repeating steps (c)-(e) a desired number of times if the second 
binding efficiency is less than the first binding efficiency. 

[0036] Preferably, the complex comprises a ligand, preferably fluticasone propionate, and a co-activator peptide, 
50 preferably a TIF2 peptide. It is also preferable that the GR polypeptide comprises the amino acid sequence of SEQ ID 
NOs: 6 or 8, and that the TIF2 peptide comprises SEQ ID NO: 9. Even more preferably, the complex is further char- 
acterized by the coordinates corresponding to Table 2. 

[0037] A data structure embodied in a computer-readable medium is disclosed. In a preferred embodiment, the data 
structure comprises: a first data field containing data representing spatial coordinates of an NR LBD comprising an 
55 expanded binding pocket, wherein the first data field is derived by combining at least a part of a second data field with 
at least a part of a third data field, and wherein (a) the second data field contains data representing spatial coordinates 
of the atoms comprising a GR LBD comprising an expanded binding pocket in complex with a ligand; and (b) the third 
data field contains data representing spatial coordinates of the atoms comprising a NR LBD. Preferably, the data of 
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the third data field comprises data selected from the data embodied in one of Table 3, Table 8, Table 9 and Table 10. 
It is also preferable that the GR LBD comprises the amino acid sequence of SEQ ID NOs: 6 or 8, and that the TIF2 
peptide comprises SEQ ID NO: 9. Even more preferably, the complex is further characterized by the coordinates cor- 
responding to Table 2. 

5 [0038] A method for designing a homology model of the ligand binding domain of an NR wherein the homology model 
may be displayed as a three-dimensional image. In a preferred embodiment, the method comprises: (a) providing an 
amino acid sequence and an crystallographic structure of the ligand binding domain of a GRa polypeptide, (b) modifying 
said crystallographic structure to take account of differences between the amino acid configuration of the ligand binding 
domains of the NR on the one hand and the GRa polypeptide on the other hand, (c) verifying the accuracy of the 

10 homology model by comparing it with experimentally-determined NR protein and ligand properties, and if required, 
modifying the homology model for greater consistency with those binding properties. 

[0039] A computational method of iteratively generating a homology model of the ligand binding domain of an NR, 
wherein the homology model is capable of being displayed as a three-dimensional image is disclosed. In a preferred 
embodiment, the method comprises: (a) entering into a computer a machine readable representation of an amino acid 

is sequence of a ligand binding domain of a target NR polypeptide and a machine readable representation of a crystal- 
lographic structure of a ligand binding domain of a GRa polypeptide; (b) identifying a difference between an amino 
acid configuration of a ligand binding domain of a target NR and a GRa polypeptide; (c) modifying the machine readable 
representation of the crystallographic structure based on a difference identified in step (b) to thereby form a modified 
crystallographic structure; (d) comparing the modified crystallographic structure with an experimentally-determined 

20 property of one of the target NR and a ligand of the target NR; and (e) repeating steps (b) and (d) a desired number 
of times. 

[0040] Accordingly, it is an object of the present invention to provide a three dimensional structure of the ligand 
binding domain of a GR. The object is achieved in whole or in part by the present invention. 
[0041] An object of the invention having been stated hereinabove, other objects will be evident as the description 
25 proceeds, when taken in connection with the accompanying Drawings and Laboratory Examples as best described 
hereinbelow. 

Brief Description of the Drawings 
30 [0042] 

Figure 1 is an autoradiogram of a polyacrylamide gel depicting the isolation of a GR mutant of the present invention. 
In this figure, Lane 1 contains the insoluble pellet fraction. Lane 2 contains the soluble supernatant fraction. Lane 
3 contains pooled eluent from the initial Ni 2+ column. Lane 4 contains the sample after thrombin digestion. Lane 

35 5 contains the flow through fraction after reload of the Ni 2+ column. Lane 6 contains the protein after anion ex- 

change. The positions of molecular mass (kDa) markers are indicated on the left side of the figure. Figure 2 is a 
ribbon diagram showing an overview of the GR/TIF2/FP dimer complex. The ribbon representation of the two GR 
LBD is shown with gray and white, respectively, with the N-terminus and the C-terminus of the protein indicated. 
The fluticasone propionate molecules (FP) and TIF2 coactivator motifs are also identified. 

40 Figure 3 is an electron density map (gray net) for the FP ligand and the surrounding residues (white sticks). The 

map was calculated with the 2Fo-Fc coefficient and is shown with 1 sigma cutoff. The propionate group of the FP 
molecule is also indicated. 

Figure 4 is a ribbon diagram depicting the superposition of the GR/TIF2/FP and the GR/TIF2/Dex structures and 
showing the expanded binding pocket formed by rearrangement of helices 3, 6, 7 and 10, and the loop preceeding 

45 the AF-2 helix. Arrows indicate structural changes that expand the GR pocket to form an expanded binding pocket. 

Figure 5A is a cartoon showing a semi-transparent surface representing the available pocket volume in GR subunit 
A in the GR/TIF2/Dex structure. Residues that surround the pocket are also presented. 
Figure 5B is a cartoon showing a semi-transparent surface representing the available pocket volume in GR subunit 
B in the GR/TIF2/Dex structure. Residues that surround the pocket are also presented. 

50 Figure 6A is a cartoon showing the expanded ligand-binding pocket of GR subunit A in the GR/TIF2/FP structure 

by a semi-transparent surface representing the available pocket volume. Residues that surround the pocket are 
also presented. 

Figure 6B is a cartoon showing the expanded ligand-binding pocket of GR subunit B in the GR/TIF2/FP structure 
by a semi-transparent surface representing the available pocket volume. Residues that surround the pocket are 
55 also presented. 

Figure 7A is a cartoon that uses a semi-transparent surface to show the extra pocket volume that is available to 
a ligand in the GR/TIF2/FP structure but is not available in the GR/TIF2/Dex structure. Residues around the pocket 
are also shown. In this figure GR subunit A is depicted. 
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Figure 7B is a cartoon that uses a semi-transparent surface to show the extra pocket volume that is available to 
a ligand in the GR/TIF2/FP structure but not available in the GFVTIF2/Dex structure. The surface was generated 
in the same manner as in Figure 7A. Key residues around the pocket are also shown. In this figure GR subunit B 
is dGpictsd 

Figure 8A is a schematic representation of molecular interactions between the bound FP ligand and residues in 
subunit A of the GR protein. The dashed lines depict some of the significant interactions of 5.0 angstroms or less, 
although several less important interactions have been omitted for clarity. 

Figure 8B is a schematic representation of molecular interactions between the bound FP ligand and residues in 
subunit B of the GR protein. The dashed lines depict some of the significant interactions of 5.0 angstroms or less, 

although several less important interactions have been omitted for clarity. . , , . . , 

Figure 9 is a docking model of the Schering ligand, benzoxazin-1 -one, bound to a GR LBD model derived from 
the GR/TIF2/FP crystal structure. The ligand is shown with a CPK drawing. 

Figure 10 is a stick drawing of the ligand binding pocket of the GR structural model showing various .nteractions 
between the benzoxazin-1 -one ligand and the amino acid residues that comprise the b.nd.ng pocket. 
Figure 11 is an orthogonal view of Figure 9 and illustrates the fitting of the p-fluorophenolic side cha.n of the 
benzoxazin-1 -one into the expanded binding pocket of the GR structural model. 

Figure 12 is a depiction of the overlay of the GR/TIF2/Dex crystal structure (grey) with the GR/benzoxazin-1-one 
model (white) comparing the geometries of the ligands and the relative locations of the amino ac.d side chains 
that comprise the GR expanded binding pocket. rom „™ 
Figure 13 a docking model of the A-222977 ligand bound to a GR LBD model generated using the GR/TIF2/FP 

crvstal structure. The ligand is shown as a CPK drawing. ... 

Figure 14 is a stick drawing of the ligand binding pocket of the GR structural model show.ng key interactions 

between A-222977 and the amino acid residues that comprise the binding pocket. 

Figure 1 5 is an orthogonal view of Figure 1 3 and illustrates the protrusion of methyl-sulfonyl-methoxyl-phenyl side 
chain of A-222977 into the expanded binding pocket of the GR structural model. 

Figure 16 is a depiction of the overlay of the GR/Dex crystal structure (grey) with the GR/A-222977 (wh.te I com- 
paring the geometries of the ligands and the relative locations of the amino acid side chains that comprise the GR 
expanded binding pocket. Figure 17 is a sequence alignment of amino acid residues comprising the hgand b.ndmg 

SreTsA is a 'ribbondrawfng depicting the AR LBD homology model derived from the GR/TIF2/FP crystal struc- 
ture 18B is a ribbon diagram depicting a known AR/DHT LBD crystal structure; the ligand binding pocket, ren- 
dered as a solid surface, reveals no additional volume and no expanded binding pocket. 
Figure 19 is a ribbon drawing of a docking model of bicalutamide bound to the LBD of the AR homology model 
derived from the GR/TIF2/FP crystal stucture. The ligand is shown in a CPK drawing. 

Figure 20 is an orthogonal view of the structure depicted in Figure 18A and shows the LBD of the AR homology 
model in complex with bicalutamide. . . 

Figure 21 is a stick drawing of the ligand binding pocket of the AR homology model showing .nteract.ons between 
bicalutamide and the amino acid residues that comprise the binding pocket. 

Figure 22 is an orthogonal view of Figure 20 and illustrates the protrusion of the p-fluorophenyl group of bicaluta- 
mide into the expanded binding pocket of the AR homology model. 

Figure 23A is a ribbon drawing depicting the PR LBD homology model derived from the GR/TIF2/FP crystal struc- 
ture; the PR ligand binding pocket, which is rendered as a solid surface, comprises an additional extension, sim.lar 
to the additional volume of the GR expanded binding pocket. 

Figure 23B is a ribbon diagram depicting a known PR/PG LBD crystal structure; the ligand bind.ng pocket, rendered 
as a solid surface, reveals no expanded binding pocket. 

Figure 24 is a ribbon drawing of a docking model of RWJ-60130 bound to the LBD of the PR homology model 
derived from the GR/TIF2/FP crystal structure. The ligand is shown in a CPK drawing 

Figure 25 is an orthogonal view of Figure 23 showing the LBD of the PR homology model bound with RWJ-601 30. 
Figure 26 is a stick drawing of the ligand binding pocket of the PR homology model showing interactions between 
RWJ-601 30 and the amino acid residues that comprise the binding pocket. 

Figure 27 is an orthogonal view of Figure 25 and illustrates the protrusion of the p-fiodophenyl group of RWJ-601 30 
into the expanded binding pocket of the PR homology model. 

Figure 28A is a ribbon drawing depicting an MR LBD homology model derived from the GR/TIF2/FP crystal struc- 
ture; the MR ligand binding pocket, which is rendered as a solid surface, contains an additional extension, similar 
to that found in the GR expanded binding pocket. 

Figure 28B is a ribbon drawing depicting an MR LBD homology model derived from the GR/TIF2/FP crystal struc- 
ture; the PR ligand binding pocket, which is rendered as a solid surface, contains a smaller side pocket, similar to 
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the GR/Dex ligand binding pocket, which does not show the presence of an expanded binding pocket. 

Brief Description of Sequences in the Sequence Listing 

5 [0043] SEQ ID NOs: 1 and 2 are, respectively, a DNA sequence encoding a wild type full-length human glucocorticoid 
receptor (GenBank Accession No. 31 679) and the amino acid sequence (GenBank Accession No. 1 21 069) of a human 
glucocorticoid receptor encoded by the DNA sequence. 

[0044] SEQ ID NOs: 3 and 4 are, respectively, a DNA sequence encoding a F602S full-length human glucocorticoid 
receptor and the amino acid sequence of a human glucocorticoid receptor encoded by the DNA sequence. 
10 [0045] SEQ ID NOs: 5 and 6 are, respectively, a DNA sequence encoding a wild type ligand binding domain of a 
human glucocorticoid receptor and the amino acid sequence of a human glucocorticoid receptor encoded by the DNA 
sequence. 

[0046] SEQ ID NOs: 7 and 8 are, respectively, a DNA sequence encoding a ligand binding domain (residues 521-777) 
of a human glucocorticoid receptor containing a phenylalanine to serine mutation at residue 602 and the amino acid 
15 sequence of a human glucocorticoid receptor encoded by the DNA sequence. 

[0047] SEQ ID NO: 9 is an amino acid sequence of amino acid residues 740-753 of the human TIF2 protein. 
[0048] SEQ ID NO: 1 0 is an LXXLL motif of a human TIF2 protein. 
[0049] SEQ ID NO: 11 is an LLRYLL motif of a human TIF2 protein. 

20 Detailed Description of the Invention 

[0050] The present invention discloses a crystal stucture of a ligand binding domain of GR in complex with a flutica- 
sone propionate ligand and a peptide derived from the co-actiavtor TIF2. This structure reveals an expanded binding 
pocket comprising additional volume that accommodates the propionate moiety of the FP ligand. The presence of this 

25 additional volume is not observed in previous known GR/ligand structures, such as the structure of GR in complex with 
dexamethasone (characterized by the atomic coordinates of Table 3). The presence of the additional volume in the 
ligand binding pocket, which contributes to an "expanded binding pocket," accounts for observed ligand binding modes 
and can form the basis of homology models of GR and other nuclear receptors, including an androgen receptor, a 
progesterone receptor and a mineralcorticoid receptor. These homology models also form aspects of the present in- 

30 vention. Additionally, the expanded binding pocket can contribute to docking models that can be employed to under- 
stand and clarify the binding of a ligand to a nuclear receptor. Such homology and docking models can be employed 
in the design of nuclear receptor modulators. 

[0051] The present invention provides for the generation of a complex comprising a soluble GR LBD bound to fluti- 
casone propionate and a TIF2 co-activator peptide. The present invention also provides for the ability to crystallize the 

35 above complex and to determine its crystal structure. The GR LBD employed in the present invention comprises a 
single F602S mutation at residue 602. Thus, an aspect of the present invention comprises the use of both targeted 
and random mutagenesis of the GR gene to produce a recombinant protein with improved solution characteristics for 
the purposes of, for example, crystallization, characterization of biologically relevant protein-protein interactions, and 
compound screening assays. The present invention, which relates to GR LBD mutation F602S as well as other LBD 

^0 mutations, demonstrates that GR can be overexpressed using an E.coli expression system and that active GR protein 
can be purified, assayed, and crystallized. 

[0052] Until disclosure of the present invention presented herein, the ability to obtain crystalline forms of the ligand 
binding domain of GR (e.g. GRa) in complex with fluticasone propionate and a co-activator peptide has not been 
realized. And until disclosure of the present invention presented herein, a detailed three-dimensional crystal structure 
45 of a GRa LBD polypeptide in complex with fluticasone propionate and a co-activator peptide has not been solved. 
Moreover, nuclear receptor structures known in the art do not comprise an expanded binding pocket and therefore 
cannot fully explain the observed binding of some known ligands to various NRs. 

[0053] In another aspect, the present invention provides for the generation of NR, SR and GR polypeptides and NR, 
SR or GR mutants (preferably GRa and GRa LBD mutants), and the ability to solve the crystal structures of those that 

50 crystallize. Indeed, a GRa LBD having a point mutation was crystallized and solved in one aspect of the present in- 
vention. Thus, an aspect of the present invention involves the use of both targeted and random mutagenesis of the 
GR gene for the production of a recombinant protein with improved solution characteristics for the purpose of crystal- 
lization, characterization of biologically relevant protein-protein interactions, and compound screening assays. The 
present invention, relating to GR LBD F602S and other LBD mutations, shows that GR can be overexpressed using 

55 an E.coli expression system and that active GR protein can be purified, assayed, and crystallized. 

[0054] In addition to providing structural information, crystalline polypeptides provide other advantages. For example, 
the crystallization process itself further purifies the polypeptide, and satisfies one of the classical criteria for homoge- 
neity. In fact, crystallization frequently provides unparalleled purification quality, removing impurities that are not re- 
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moved by other purification methods such as HPLC, dialysis, conventional column chromatography, and other methods. 
Moreover, crystalline polypeptides are sometimes stable at ambient temperatures and free of protease contamination 
and other degradation associated with solution storage. Crystalline polypeptides can also be useful as pharmaceutical 
preparations. Finally, crystallization techniques in general are largely free of problems such as denaturation associated 
5 with other stabilization methods (e.g., lyophilization). Once crystallization has been accomplished, crystallographic 
data provides useful structural information that can assist the design of compounds that can serve as modulators (e. 
g. agonists or antagonists), as described herein below. In addition, the crystal structure provides information useful to 
map a ligand binding site, which can then be mimicked by a chemical entity that can serve as an antagonist or agonist. 

10 l Definitions 

[0055] Following long-standing patent law convention, the terms "a" and "an" mean "one or more" when used in this 
application, including the claims. 

[0056] As used herein, the term "about," when referring to a value or to an amount of mass, weight, time, volume, 
15 concentration or percentage is meant to encompass variations of ±20% or ±1 0%, more preferably ±5%, even more 
preferably ±1%, and still more preferably ±0.1% from the specified amount, as such variations are appropriate to 
perform the disclosed method. 

[0057] As used herein, the terms "active position of the AF2 helix" and "active conformation of the AF2 helix" are 
used interchangeably and mean an AF2 helix having a position and/or orientation similar to that of an AF2 helix in a 

20 GR/TIF2/FP structure (e.g. as characterized by the atomic structural coordinates of Table 2), or similar to that of an 
AF2 helix in a GR/TIF2/Dex structure (e.g. as characterized by the atomic structural coordinates of Table 3). For ex- 
ample, with respect to GR, the "active position" is further characterized in GR by contacts between Leu757 in the AF2 
helix and Trp600, Cys736, Phe737 and Phe740 in helices 5, 1 1 , 1 1 and 1 1 , respectively. The position and/or orientation 
of an AF2 helix in a structure comprising GR can be compared with that of an AF2 helix in a structure comprising a 

25 GR/FP complex by rotating and/or translating the GR structure so as to superimpose the backbone atoms of helices 
1 through 10 onto the corresponding backbone atoms of helices 1 through 10 of a GR/TIF2/FP structure. A similar 
procedure can be employed to compare a structure of GR with that of another nuclear receptor, such as ERa or ERp. 
If, after superimposition, a majority of the backbone atoms of the core of the AF2 helix of the GR structure, (e.g. residues 
752-757), lie within 1.0 angstroms of the position of corresponding backbone atoms of the AF2 helix of the GR/FP 

so structure,' then the AF2 helix is defined as being in an active position or active conformation. If more than half of the 
atoms lie more than 1 .0 angstroms from their counterparts in the GR/FP structure, then the AF2 helix is considered to 
be in a position or conformation different from the active position or conformation. 

[0058] In some cases, the AF2 helix might be disordered, or dynamically mobile. If several of the backbone atoms 
of the AF2 helix residues 752-757 are disordered so that they are not clearly defined in the electron density of an X- 

35 ray crystallographic experiment, then the AF2 helix as a whole is defined as assuming multiple positions and/or con- 
formations. This ensemble of alternative positions or conformations might include positions or conformations that could 
be characterized as "active positions" or "active conformations." However, the disorder indicates that the "active posi- 
tion" or "active conformation" does not constitute an adequate fraction of the ensemble, and in this case the AF2 helix 
cannot be considered to be in the "active position" or "active conformation". 

40 [0059] Other examples of a nuclear receptor where the AF2 helix is in an "active position" include the X-ray structures 
of the estrogen receptor a (ERa) bound to estradiol (Brzozowski et al. , (1997) Nature 389:753) and diethylstilbesterol 
(DES) (Shiauetai. , (1 998) Ce//95:927). Examples of a nuclear receptor where the AF2 helix is not in an "active position" 
are the X-ray structures of the estrogen receptor a (ERa) bound to raloxifene ( Brzozowski et al. , (1997) Nature 389: 
753) and tamoxifen ( Shiau et al. , (1998) Cell 95:927). Binding of coactivator, and AF2-dependent activation of gene 

45 transcription, normally requires that the AF2 helix be in the "active position" (Nolte etal. , (1998) Nature 395:1 37; Shiau 
et al., (1998) Cell 95:927). This creates a "charge-clamp" structure that holds the coactivator in its required position 
( Nolte et al. , (1998) Nature 395:137). GR antagonists, such as RU-486, would be expected to displace the AF2 helix 
out of the "active position" and into some other position, such as the coactivator binding site as seen with raloxifene 
and tamoxifen in ERa ( Brzozowski et al. , (1997) Nature 389:753; Shiau et al. , (1998) Cell 95:927). 

so [0060] The movement of the AF2 helix often induces other conformational changes in the protein that might not be 
compatible with agonist binding or activation of transcription. Also, the movement of the AF2 helix leaves the ligand 
binding pocket open to the exterior of the protein. These conformational modifications can make the structure unsuitable 
for structure-based design and docking calculations where the goal is the design of agonists or modulators where the 
protein remains predominantly in or near the active conformation. 

55 [0061 ] As used herein, the term "agonist" means an agent that supplements or potentiates the bioactivity of a func- 
tional gene or protein or of a polypeptide encoded by a gene that is up- or down-regulated by a polypeptide and/or a 
polypeptide encoded by a gene that contains a binding site or response element in its promoter region. By way of 
specific example, an "agonist 1 is a compound that interacts with the steroid hormone receptor to promote a transcrip- 
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tional response. An agonist can induce changes in a receptor that places the receptor in an active conformation that 
allows them to influence transcription, either positively or negatively. There can be several different ligand-induced 
changes in the receptor's conformation. The term "agonist 1 * specifically encompasses partial agonists. 
[0062] As used herein, the terms n a-helix n , "alpha-helix" and "alpha helix" are used interchangeably and mean the 
s conformation of a polypeptide chain wherein the polypeptide backbone is wound around the long axis of the molecule 
in a left-handed or right-handed direction, and the R groups of the amino acids protrude outward from the helical 
backbone, wherein the repeating unit of the structure is a single tumoff the helix, which extends about 0.56 nm along 
the long axis. 

[0063] As used herein, the term "antagonist" means an agent that decreases or inhibits the bioactivity of a functional 
10 gene or protein, or that decrease or inhibit the bioactivity of a naturally occurring or engineered non-functional gene 
or protein. Alternatively, an antagonist can decrease or inhibit the bioactivity of a functional gene or polypeptide encoded 
by a gene that is up- or down-regulated by a polypeptide and/or contains a binding site or response element in its 
promoter region. An antagonist can also decrease or inhibit the bioactivity of a naturally occurring or engineered non- 
functional gene or polypeptide encoded by a gene that is up- or down-regulated by a polypeptide, and/or contains a 
15 binding site or response element in its promoter region. By way of specific example, an "antagonist" is a compound 
that interacts with the steroid hormone receptor to inhibit a transcriptional response. An antagonist can bind to a receptor 
but fail to induce conformational changes that alter the receptor's transcriptional regulatory properties or physiologically 
relevant conformations. Binding of an antagonist can also block the binding and therefore the actions of an agonist. 
The term "antagonist" specifically encompasses partial antagonists. 
20 [0064] As used herein, the terms "backbone" and "backbone atoms" are the N, Ca, C and O atoms of a protein that 
are common to all twenty of the amino acids normally present in a protein. See G. E. Schulz and R. H. Schirmer, 
Principles of Protein Structure, Springer- Verlag, New York. 

[0065] As used herein, the terms "fi-sheet", "beta-sheet" and "beta sheet" are used interchangeably and mean the 
conformation of a polypeptide chain stretched into an extended zig-zig conformation. Portions of polypeptide chains 
25 that run "parallel" all run in the same direction. Polypeptide chains that are "antiparallei" run in the opposite direction 
from the parallel chains. 

[0066] As used herein, the terms "binding pocket of an NR ligand binding domain", "NR ligand binding pocket," "NR 
ligand binding pocket" and "NR binding pocket" are used interchangeably, and refer to the large cavity within the NR 
ligand binding domain where a ligand can bind. This cavity can be empty, or can contain water molecules or other 
30 molecules from the solvent, or can contain ligand atoms. The binding pocket includes regions of space near the "main" 
binding pocket that not occupied by atoms of the NR but that are near the "main" binding pocket, and that are contiguous 
with the "main" binding pocket. For GR, the main binding pocket comprises the region of space encompassed by the 
residues shown in Figure 8. 

[0067] As used herein, the term "biological activity" means any observable effect flowing from interaction between 
35 an NR (preferably a GR) polypeptide and a ligand. Representative, but non-limiting, examples of biological activity in 
the context of the present invention include transcription regulation, ligand binding and peptide binding. 
[0068] As used herein, the terms "candidate substance" and "candidate compound" are used interchangeably and 
refer to a substance that is believed to interact with another moiety, for example a given ligand that is believed to 
interact with a complete target NR (preferably a GR) polypeptide or fragment thereof, and which can be subsequently 
40 evaluated for such an interaction. Representative candidate substances or compounds include xenobiotics such as 
drugs and other therapeutic agents, carcinogens and environmental pollutants, natural products and extracts, as well 
as endobiotics such as glucocorticosteroids, steroids, fatty acids and prostaglandins. Other examples of candidate 
compounds that can be investigated using the methods of the present invention include, but are not restricted to, 
agonists and antagonists of a GR polypeptide or other polypeptide, toxins and venoms, viral epitopes, hormones (e. 
g. t glucocorticosteroids, opioid peptides, steroids, etc.), hormone receptors, peptides, enzymes, enzyme substrates, 
co-factors, lectins, sugars, oligonucleotides or nucleic acids, oligosaccharides, proteins, small molecules and mono- 
clonal antibodies. 

[0069] As used herein, the terms "cells," "host cells" or "recombinant host cells" are used interchangeably and mean 
not only to the particular subject cell, but also to the progeny or potential progeny of such a cell. Because certain 

so modifications can occur in succeeding generations due to either mutation or environmental influences, such progeny 
might not, in fact, be identical to the parent cell, but are still included within the scope of the term as used herein. 
[0070] As used herein, the terms "chimeric protein" or "fusion protein" are used interchangeably and mean a fusion 
of a first amino acid sequence encoding a target polypeptide with a second amino acid sequence defining a polypeptide 
domain foreign to, and not homologous with, any domain of a target polypeptide. A chimeric protein can include a 

55 foreign domain that is found in an organism that also expresses the first protein, or it can be an "interspecies" or 
"intergenic" fusion of protein structures expressed by different kinds of organisms. In general, a fusion protein can be 
represented by the general formula X-target~Y, wherein "target" represents a portion of the protein that is derived 
from a target polypeptide, and X and Y are independently absent or represent amino acid sequences that are not 
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related to a target sequence in an organism, including naturally occurring mutants. Representative target polypeptides 
include, but are not limited to, GR, AR, MR, PR and other NRs. 

[0071] As used herein, the term "co-activator" means an entity that has the ability to enhance transcription when it 
is bound to at least one other entity. The association of a co-activator with an entity has the ultimate effect of enhancing 
the transciption of one or more sequences of DNA. In the context of the present invention, transcription is preferably 
nuclear receptor-mediated. By way of specific example, in the present invention TIF2 (the human analog of mouse 
glucocorticoid receptor interaction protein 1 (GRIP1)) can bind to a site on the glucorticoid receptor, an event that can 
enhance transcription. TIF2 is therefore a co-activator of the glucocorticoid receptor. Other G R co-activators can include 
SRC1. 

[0072] As used herein, the term "co-repressor" means an entity that has the ability to repress transcription when it 
is bound to at least one other entity. In the context of the present invention, transcription is preferably nuclear receptor- 
mediated. The association of a co-repressor with an entity has the ultimate effect of repressing the transciption of one 
or more sequences of DNA. 

[0073] As used herein, the term "crystal lattice" means the array of points defined by the vertices of packed unit cells. 
[0074] As used herein, the term "detecting" means confirming the presence of a target entity by observing the oc- 
currence of a detectable signal, such as a radiologic or spectroscopic signal that will appear exclusively in the presence 
of the target entity. 

[0075] As used herein, the term "DNA segment" means a DNA molecule that has been isolated free of total genomic 
DNA of a particular species. In a preferred embodiment, a DNA segment encoding a GR polypeptide refers to a DNA 
segment that comprises any of SEQ ID NOs: 1 , 3, 5 and 7, but can optionally comprise fewer or additional nucleic 
acids, yet is isolated away from, or purified free from, total genomic DNA of a source species, such as Homo sapiens 
Included within the term "DNA segment" are DNA segments and smaller fragments of such segments, and also re- 
combinant vectors, including, for example, plasmids, cosmids, phages, viruses, and the like. 
[0076] As used herein, the term "DNA sequence encoding a GR polypeptide" can refer to one or more coding se- 
quences within a particular individual. Moreover, certain differences in nucleotide sequences can exist between indi- 
vidual organisms, which are called alleles. It is possible that such allelic differences might or might not result in differ- 
ences in the amino acid sequence of the encoded polypeptide yet still encode a protein with the same biological activity 
As is well known, genes for a particular polypeptide can exist in single or multiple copies within the genome of an 
individual. Such duplicate genes can be identical or can have certain modifications, including nucleotide substitutions, 
additions or deletions, all of which still code for polypeptides having substantially the same activity. 
[0077] As used herein, the phrase "enhancer-promoter" means a composite unit that contains both enhancer and 
promoter elements. An enhancer-promoter is operatively linked to a coding sequence that encodes at least one qene 
product. 

[0078] As used herein, the term "expanded binding pocket" means an NR ligand binding pocket in which atoms in 
the protein have shifted so as to increase the volume available to the ligand. The GR/FP structure disclosed in Table 
2 provides an example in which, in the A-subunit, the pocket volume increases by approximately 58 cubic angstroms 
compared with the corresponding subunit of the GR/Dex structure, as described in Table 3, and in which in the B- 
subunit, the pocket volume increases by approximately 1 38 cubic angstroms compared with the corresponding subunit 
of the GR/Dex structure. In this example, the expansion in the pocket volume is due to movements in atoms comprisinq 
residues M560, L563, M639, Q642, M646, and Y735. 

[0079] Although a GR expanded binding pocket has been described, other NRs can also comprise an expanded 
binding pocket. For example, residues that are homologous to those listed for GR (i.e. M560, L563, M639, Q642, M646 
and Y735) can be sterically displaced in other NRs. Figure 17, which depicts an alignment of several NRs, can be 
employed to identify residues homologous to those identified for GR. Figures 8A and 8B identify residues of GR subunit 
A and subunit B, respectively, that interact with an FP ligand. Steric displacement of any residue in an NR that is 
homologous to those identified in Figures 8A and 8B for a given NR can also contribute to an expanded binding pocket 
Thus, an expanded binding pocket can be formed by steric displacement of one or more residues homologous to the 
GR residues identified in Figures 8A, 8B and 17. 

[0080] An expanded binding pocket can also be characterized in terms of steric displacement of secondary structure 
elements. Referring again to GR, when FP is bound to the ligand binding site, helices 3, 6, 7, 1 0 and the loop preceding 
the AF-2 helix are sterically displaced, leading to an increase in pocket volume as compared with a GR/Dex structure 
as characterized by the atomic coordinates of Table 3. Displacement of homologous secondary structure in other NRs 
can lead to an increase in the pocket volume. Figure 17 identifies homologous secondary structure for several nuclear 
receptors. 

[0081] An expanded NR binding pocket comprises a greater volume than the ligand binding pocket volume in other 
structures of the same NR. The term "binding pocket volume," which refers to the volume of a binding pocket further 
defines the term "expanded binding pocket," can also be characterized by reference to the following Table of Pocket 
Volume Data, which tabulates some representative pocket volumes. In the Table of Pocket Volume Data, pocket vol- 
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umes were calculated with the program GRASP, using a grid spacing of 0.20 angstroms for construction of the molecular 
surface, with the atomic radius values of Bondi ( Bondi , (1964) J. Phys. Chem. 68:441-451), and using a procedure in 
the MVP program to close all openings and channels connecting the pocket with the exterior of the protein. Ligand 
volumes were also calculated with the program GRASP, using the same grid spacing and atomic radius values. The 
specific radius values are as follows: hydrogen, 1 .20 angstroms (A); carbon, 1 .70 A; oxygen, 1 .52 A; nitrogen, 1 .55 A; 
sulfur, 1.80 A; fluorine, 1.47 A; chlorine, 1.75 A; bromine, 1.85 A; iodine, 1.98 A. Hydrogen atoms are modeled onto 
the protein and the ligand using standard bond lengths and angles, and are represented explicitly in the volume cal- 
culations. The MVP program closes openings and channels by covering the entire protein with several layers of closely 
spaced spheres of radius 1 .4 angstroms, and then classifying the spheres as either "inside" or "outside" the protein, 
based on the degree to which the protein buries the spheres. For the pocket volume calculations, the spheres classified 
as "outside" are loaded into GRASP together with the protein atoms. This procedure effectively closes all the openings 
and channels that connect the pocket to the outside of the protein, and allows GRASP to calculate a meaningful cavity 
volume for the pocket. In the following Table of Pocket Volume Data, all volumes are given in cubic angstroms. 



Table of Pocket Volume Data 






subunit-A 


subunit-B 


protein 


ligand 


pocket 


ligand 


pocket 


ligand 


GR 


fluticasone proionate 


658 


476 


716 


477 


GR 


dexamethasone 


600 


390 


578 


389 


PR 


progesterone 


557 


349 


570 


351 


AR 


dihydrotestosterone 


422 


319 


no B subunit 



[0082] The term "expanded binding pocket," then, can refer to an NR ligand binding pocket in which the pocket 
volume is increased by about 50 cubic angstoms over that of a ligand binding pocket in a different structure of the 
same NR. By way of example, a GR LBD of the present invention comprising an expanded binding pocket (e.g. as 
characterized by the atomic structural coordinates of Table 2) can exhibit an increase in pocket volume of between 
about 50 and about 150 cubic angstroms over a GR structure lacking an expanded binding pocket, (e.g. as character- 
ized by the atomic coordinates of Table 3). In other examples, an AR LBD comprising an expanded binding pocket (e. 
g. as characterized by the atomic structural coordinates of Table 4) can exhibit an increase in pocket volume of between 
about 50 and about 150 cubic angstroms over an AR structure lacking an expanded binding pocket (e.g. as charac- 
terized by the atomic structural coordinates of Tables 8 and 9). A MR LBD comprising an expanded binding pocket (e. 
g. as characterized by the atomic structural coordinates of Table 1 1 ) can exhibit an increase in pocket volume of between 
about 50 and about 150 cubic angstroms over a MR structure lacking an expanded binding pocket. A PR LBD com- 
prising an expanded binding pocket (e.g. as characterized by the atomic structural coordinates of Table 5) can exhibit 
an increase in pocket volume of between about 50 and about 150 cubic angstroms over a PR structure lacking an 
expanded binding pocket (e.g. as characterized by the atomic structural coordinates of Table 10). 
[0083] In a preferred embodiment, a GR structure with an expanded binding pocket can comprise a crystalline GR 
polypeptide, with or without ligand, and with or without coactivator peptide, and atomic coordinates thereof, where the 
AF2 helix is located in the active position, and where atoms in the residues Met560, Met639, Gln642, Cys643, Met646, 
and Tyr735 have shifted from their positions in a GR/Dex structure, e.g. as characterized by the atomic structural 
coordinates of Table 3, by a heavy-atom RMS deviation of at least about 0.50 angstroms, or by a backbone heavy- 
atom RMS deviation of at least about 0.35 angstroms. 

[0084] In another preferred embodiment, a GR structure with an expanded binding pocket can comprise a crystalline 
GR polypeptide, with or without ligand, and with or without coactivator peptide, and atomic coordinates thereof, where 
the AF2 helix is located in the active position, and where atoms in the residues Met560, Met639, Gln642, Cys643, 
Met646, and Tyr735 have shifted from their positions in a GR/Dex structure, e.g. as characterized by the atomic struc- 
tural coordinates of Table 3, so as to increase the volume of a binding pocket by at least about 5% compared with a 
GR/Dex structure, e.g. as characterized by the atomic structural coordiates of Table 3. 

[0085] In yet another preferred embodiment, a GR structure with an expanded binding pocket can comrprise a crys- 
talline GR polypeptide, with or without ligand, and with or without coactivator peptide, and atomic coordinates thereof, 
where the AF2 helix is located in the active position, and where atoms in and around the ligand binding site have shifted 
from their positions in the GR/Dex structure so as to accomodate without atomic overlap steroidal ligands with C17-cc 
substituents comprising 2-20 heavy atoms. 

[0086] In a further preferred embodiment, a GR structure with an expanded binding pocket can comprise a crystalline 
GR polypeptide, with or without ligand, and with or without coactivator peptide, and atomic coordinates thereof, where 



15 



EP1 375 517 A1 



the AF2 helix is located in the active position, and where atoms in and around the ligand binding site have shifted from 
their positions in the GR/Dex structure so as to accomodate without atomic overlap non-steroidal ligands such as 
benzoxazin-1 -one and A-222977. 

[0087] In an additional preferred embodiment, a GR structure with an expanded binding pocket can comprise a 
crystalline GR polypeptide, with or without ligand, and with or without coactivator peptide, and atomic coordinates 
thereof, where the AF2 helix is located in the active position, and where atoms in and around the ligand binding site 
have shifted from their positions in the GR/Dex structure so that fluticasone propionate can be docked into the binding 
site with a favorable binding energy, as computed with molecular modeling software such as MVP, Discover, AMBER 
or CHARMM, using common force fields such as CFF91 or MMFF94, and where all atoms in the protein are held fixed. 
[0088] In another preferred embodiment, a GR structure with an expanded binding pocket can comprise a crystalline 
GR polypeptide, with or without ligand, and with or without coactivator peptide, and atomic coordinates thereof, where 
the AF2 helix is located in the active position, and where atoms in and around the ligand binding site have shifted from 
their positions in the GR/Dex structure so that non-steroidal GR ligands, such as benzoxazin-1 -one and A-222977, 
can be docked into the binding site with a favorable binding energy, as computed with molecular modeling software 
such as MVP, Discover, AMBER or CHARMM, using common force fields such as CFF91 or MMFF94, and where all 
atoms in the protein are held fixed. 

[0089] As used herein, the term "expression" generally refers to the cellular processes by which a biologically active 
polypeptide is produced. 

[0090] As used herein, the term "gene" is used for simplicity to refer to a functional protein, polypeptide or peptide 
encoding unit. As will be understood by those in the art, this functional term includes both genomic sequences and 
cDNA sequences. Preferred embodiments of genomic and cDNA sequences are disclosed herein. 
[0091] As used herein, the term "glucocorticoid" means a steroid hormone glucocorticoid. "Glucocorticoids" are ag- 
onists for the glucocorticoid receptor. Compounds which mimic glucocorticoids can also be defined as glucocorticoid 
receptor agonists. A preferred glucocorticoid receptor agonist is fluticasone propionate. Other common glucocorticoid 
receptor agonists include Cortisol, cortisone, prednisolone, prednisone, methylprednisolone, trimcinolone, hydrocorti- 
sone, and corticosterone. As used herein, glucocorticoid is intended to include, for example, the following generic and 
brand name corticosteroids: cortisone (CORTONE ACETATE, ADRESON, ALTESONA, CORTELAN, CORTISTAB, 
CORTISYL, CORTOGEN, CORTONE, SCHEROSON); dexamethasone-oral (DECADRON-ORAL, DEXAMETh! 
DEXONE, HEXADROL-ORAL, DEXAMETHASONE INTENSOL, DEXONE 0.5, DEXONE 0.75, DEXONE 1.5, DEX- 
ONE 4); hydrocortisone-oral (CORTEF, HYDROCORTONE); hydrocortisone cypionate (CORTEF ORAL SUSPEN- 
SION); methylprednisolone»oral (MEDROL-ORAL); prednisolone-oral (PRELONE, DELTA-CORTEF, PEDIAPRED, 
ADNISOLONE, CORTALONE, DELTACORTRIL, DELTASOLONE, DELTASTAB, DI-ADRESON F, ENCORTOLONE, 
HYDROCORTANCYL, MEDISOLONE, METICORTELONE, OPREDSONE, PANAAFCORTELONE, PRECORTISYL, 
PRENISOLONA, SCHERISOLONA, SCHERISOLONE); prednisone (DELTASONE, LIQUID PRED, METICORTEN, 
ORASONE 1, ORASONE 5, ORASONE 10, ORASONE 20, ORASONE 50, PREDNICEN-M, PREDNISONE INTEN- 
SOL, STERAPRED, STERAPRED DS, ADASONE, CARTANCYL, COLISONE, CORDROL, CORTAN, DACORTIN, 
DECORTIN, DECORTISYL, DELCORTIN, DELLACORT, DELTA-DOME, DELTACORTENE, DELTISONA, DI- 
ADRESON, ECONOSONE, ENCORTON, FERNISONE, NISONA, NOVOPREDNISONE, PANAFCORT, PANASOL, 
PARACORT, PARMENISON, PEHACORT, PREDELTIN, PREDNICORT, PR ED N I COT, PREDNIDIB, PREDNIMENT 
RECTODELT, ULTRACORTEN, WINPRED); triamcinolone-oral (KENACORT, ARISTOCORT, ATOLONE, SHOLOG 
A, TRAMACORT-D, TRI-MED, TRIAMCOT, TRISTO-PLEX, TRYLONE D, U-TRI-LONE). 

[0092] As used herein, the term "glucocorticoid receptor," abbreviated herein as "GR," means the receptor for a 
steroid hormone glucocorticoid. A glucocorticoid receptor is a steroid receptor and, consequently, a nuclear receptor, 
since steroid receptors are a subfamily of the superfamily of nuclear receptors. The term "GR" means any polypeptide 
sequence that can be aligned with human GR such that at least 70%, preferably at least 75%, of the amino acids are 
identical to the corresponding amino acid in the human GR. The term "GR" also encompasses nucleic acid sequences 
where the corresponding translated protein sequence can be considered to be a GR. The term "GR" includes inverte- 
brate homologs, whether now known or hereafter identified; preferably, GR nucleic acids and polypeptides are isolated 
from eukaryotic sources. The term "GR" further includes vertebrate homologs of GR family members, including, but 
not limited to, mammalian and avian homologs. Representative mammalian homologs of GR family members include, 
but are not limited to, murine and human homologs. The term "GR" specifically encompasses all GR isoforms, including 
GRcc and GR|3. GR|3 is a splicing variant with 100% identity to GRa, except at the C-terminus, where 50 residues in 
GRa have been replaced with 15 residues in GRp. 

[0093] As used herein, the terms "GR gene product", "GR protein", "GR polypeptide", and "GR peptide" are used 
interchangeably and mean peptides having amino acid sequences which are substantially identical to native amino 
acid sequences from the organism of interest and which are biologically active in that they comprise all or a part of the 
amino acid sequence of a GR polypeptide, or cross-react with antibodies raised against a GR polypeptide, or retain 
all or some of the biological activity (e.g., DNA or ligand binding ability and/or transcriptional regulation) of the native 
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amino acid sequence or protein. Such biological activity can include immunogenicity. Representative embodiments 
are set forth in SEQ ID NOs: 2, 4, 6, and 8. The terms "GR gene product", "GR protein", °GR polypeptide", and "GR 
peptide" also include analogs of a GR polypeptide. By "analog" is intended that a DNA or peptide sequence can contain 
alterations relative to the sequences disclosed herein, yet retain all or some of the biological activity of those sequences. 
Analogs can be derived from genomic nucleotide sequences as are disclosed herein or from other organisms, or can 
be created synthetically. Those skilled in the art will appreciate that other analogs, as yet undisclosed or undiscovered, 
can be used to design and/or construct GR analogs. There is no need for a "GR gene product", "GR protein", "GR 
polypeptide", or "GR peptide" to comprise all or substantially all of the amino acid sequence of a GR polypeptide gene 
product. Shorter or longer sequences are anticipated to be of use in the invention; shorter sequences are herein referred 
to as "segments". Thus, the terms M GR gene product", "GR protein", "GR polypeptide", and "GR peptide" also include 
fusion or recombinant GR polypeptides and proteins comprising sequences of the present invention. Methods of pre- 
paring such proteins are disclosed herein and are known in the art. 

[0094] As used herein, the terms "GR gene" and "recombinant GR gene" mean a nucleic acid molecule comprising 
an open reading frame encoding a GR polypeptide of the present invention, including both exon and (optionally) intron 
sequences. 

[0095] As used herein, "hexagonal unit eel!" means a unit cell wherein a = b * c; and a = p = 90, y = 1 20°. The vectors 
a, b and c describe the unit cell edges and the angles a, p, and ^describe the unit cell angles. In a preferred embodiment 
of the present invention, the unit cell has lattice constants of a = b =127.656 A, c = 87.725 A, a = 90°, p = 90°, y = 
120°. While preferred lattice constants are provided, a crystalline polypeptide of the present invention also comprises 
variations from the preferred lattice constants, wherein the varations range from about one to about two percent. Thus, 
for example, a crystalline polypeptide of the present invention can also comprise lattice constants a and b of about 
126 A or about 128 A and lattice constant c of about 86 A or about 88 A. 

[0096] As used herein, "homology model" or "homology modeling" means a simulated three-dimensional protein 
structure resulting from homology modeling, which encompasses the process of creating those simulated protein struc- 
tures by systematic replacement of differing amino acid residues in a related template protein structure, that can either 
be a crystal structure or homology model itself, in order to produce a target protein structure. 
[0097] As used herein, "docking model" means a simulated three-dimensional protein structure resulting from the 
manual or automated adjustment of the three-dimensional coordinates of a template protein structure, that can either 
be a crystal structure or homology model, and/or a bound ligand. A docking model differs from a homology model in 
that, when constructing a docking model, no systematic replacement of differing amino acids residues is required. 
[0098] As used herein, "model" means either a homology model or a docking model depending on the context. 
[0099] As used herein, the term "hybridization" means the binding of a probe molecule, e.g. a molecule to which a 
detectable moiety has been bound, to a target sample. 

[0100] As used herein, the term "interact" means detectable interactions between molecules, such as can be detected 

using, for example, a yeast two hybrid assay. The term "interact" is also meant to include "binding" interactions between 

molecules. Interactions can, for example, be protein-protein or protein-nucleic acid in nature. 

[0101] As used herein, the term "intron" means a DNA sequence present in a given gene that is not translated into 

protein. 

[0102] As used herein, the term "isolated" means oligonucleotides substantially free of other nucleic acids, proteins, 
lipids, carbohydrates or other materials with which they can be associated, such association being either in cellular 
material or in a synthesis medium. The term can also be applied to polypeptides, in which case the polypeptide will be 
substantially free of nucleic acids, carbohydrates, lipids and other undesired polypeptides. 

[0103] As used herein, the term "labeled" means the attachment of a moiety, capable of detection by spectroscopic, 
radiologic or other methods, to a probe molecule. 

[0104] As used herein, the term "modified" means an alteration from an entity's normally occurring state. An entity 
can be modified by removing discrete chemical units or by adding discrete chemical units. The term "modified" encom- 
passes detectable labels as well as those entities added as aids in purification. 

[0105] As used herein, the term "modulate" means an increase, decrease, or other alteration of any or all chemical 
and biological activities or properties of a wild-type or mutant polypeptide, e.g. a wild-type or mutant GR polypeptide. 
The term "modulation" as used herein refers to both upregulation (i.e., activation or stimulation) and downregulation 
(i.e. inhibition or suppression) of a response, and includes responses that are upregulated in one cell type or tissue, 
and down-regulated in another cell type or tissue. 

[01 06] As used herein, the term "molecular replacement" means a method of solving a crystal structure of a chemical 
compound (e.g. a protein) that involves generating a preliminary model of a crystalline polypeptide whose structure 
coordinates are unknown (e.g. a wild type or mutant GR polypeptide or fragment or domain thereof), by orienting and 
positioning a molecule or model whose structure coordinates are known (e.g., a nuclear receptor) within the unit cell 
of the unknown crystal so as best to account for the observed diffraction pattern of the unknown crystal. Phases can 
then be calculated from this model and combined with the observed amplitudes to give an approximate Fourier synthesis 
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of the structure whose coordinates are unknown. This, in turn, can be subject to any of the several forms of refinement 
to provide a final, accurate structure of the unknown crystal. See, e.g., Lattman, (1 985) Method EnzymoL, 115: 55-77; 
Rossmann (ed.), (1972) The Molecular Replacement Method, Gordon & Breach, New York, New York, United States 
of America. For example, using the structure coordinates of the ligand binding domain of GR provided by this invention, 
5 molecular replacement can be used to determine the structure coordinates of a crystalline mutant or homologue of the 
GR ligand binding domain, or of a different crystal form of the GR ligand binding domain. 

[01 07] As used herein, the term "mutation" carries its traditional connotation and means a change, inherited, naturally 
occurring or introduced, in a nucleic acid or polypeptide sequence, and is used in its sense as generally known to those 
of skill in the art. 

w [0108] As used herein, the terms "non-steroid" and "non-steroid compound" are used interchangeably and mean a 
compound that lacks the ring structure that defines steroid compounds, namely the structure: 
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but retains the binding and functional activity of a steroid compound for an NR such as GR. 
[0109] As used herein, the term "nuclear receptor", occasionally abbreviated herein as "NR", means a member of 
the superfamily of receptors that comprises at least the subfamilies of steroid receptors, thryroid hormone receptors, 
25 retinoic acid receptors and vitamin D receptors, and specifically encompasses GR. Thus, a given nuclear receptor can 
be further classified as a member of a subfamily while retaining its status as a nuclear receptor. The term "nuclear 
receptor" also encompasses fragments of a nuclear receptor. 

[0110] As used herein, the phrase "operatively linked" means that an enhancer-promoter is connected to a coding 
sequence in such a way that the transcription of that coding sequence is controlled and regulated by that enhancer- 
30 promoter. Techniques for operatively linking an enhancer-promoter to a coding sequence are well known in the art; the 
precise orientation and location relative to a coding sequence of interest is dependent, inter alia, upon the specific 
nature of the enhancer-promoter. 

[0111] As used herein, the term "partial agonist" means an entity that can bind to a receptor or other target and 
induce only part of the changes in the receptor or other target that are induced by agonists. The differences can be 
35 qualitative or quantitative. Thus, a partial agonist can induce some of the conformation changes induced by agonists, 
but not others, or it can only induce certain changes to a limited extent. 

[0112] As used herein, the term "partial antagonist" means an entity that can bind to a receptor or other target and 
inhibit only part of the changes in the receptor or other target that are induced by antagonists. The differences can be 
qualitative or quantitative. Thus, a partial antagonist can inhibit some of the conformation changes induced by an 
40 antagonist, but not others, or it can inhibit certain changes to a limited extent. 

[0113] As used herein, the term "pocket volume" means the volume of space within the protein that is available for 
occupation by a ligand. Any desired algorithm can be employed when calculating a pocket volume, although some 
algorithms are more accurate than others. In one approach, a pocket volume can be approximated by an ellipsoid with 
principle axes of length 2a, 2b and 2c, and its volume can be calculated as 

45 

V = (4/3) x pi x (a) x (b) x (c) 



where pi=3.14159. 

so [01 1 4] The walls of the pocket are formed from atoms comprising the nuclear receptor protein. In another approach, 
these atoms, and the atoms in the ligand, can be approximated as spheres with specified atomic radius values. With 
this representation, the walls of the pocket comprise numerous spheres. If two atoms are directly bonded together, 
then their spheres will overlap. The spheres can also overlap when atoms are connected together by bonds with one 
or two intervening atoms, but do not normally overlap significantly when atoms are more distantly connected, or when 

55 the atoms are not covalently connected. Consequently, in this representation, the walls of the pocket have numerous 
gaps, channels and spaces between the spheres. Ligand atoms may fit into some of the larger gaps, channels and 
spaces, but generally cannot fit into the smaller gaps, channels and spaces. This complication of the spherical atom 
representation led to the definition of a "molecular surface" where gaps and spaces too small to accommodate a water 
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molecule, or "probe," were effectively smoothed over. Some of the fundamental issues involved in the definition of a 
molecular surface and the calculation of molecular volumes are discussed in Richards, (1977) Ann. Rev. Biophys. 
Bioeng. 6:151-176. For a further discussion of the molecular surface and algorithms for its calculation, see Connolly, 
(1 983) Science 221 :709-71 3. Because of Connolly's contributions, the molecular surface is sometimes referred to as 
5 a "Connolly surface." 

[01 15] A pocket is generally defined as the region enclosed by the molecular surface, where the molecular surface 
is calculated using a probe radius of 1 .4 angstroms. With nuclear receptors, there can often be channels connecting 
the pocket with the exterior of the protein. In this case, it is presumed that the channels are occluded in some manner 
so that a fully enclosed pocket can be defined. For example, a channel can be occluded by placing a water molecule 

10 at the narrowest point along the channel. The program MVP has an systematic algorithm for closing channels: the 
entire protein is first covered by several layers of closely-spaced water-sized spheres. The spheres are generated by 
placing the protein in a grid, and identifying grid points where a sphere of radius 1 .4 angstroms can be accommodated 
without overlapping the sphere corresponding to any atom of the protein. In calculations reported herein, the grid 
spacing was taken as 0.3-0.8 angstroms. These spheres on the grid are then identified as either internal to the protein 

15 or external to the protein, based on the degree to which they are buried within the protein. The degree of burial is 
quantified by measuring the solid angle occluded by the protein at the grid point in question. In calculations reported 
herein, the sphere is considered to be buried if 90% or more of the solid angle is occluded by the protein. 
[0116] A fully closed molecular surface can be generated for the ligand binding pocket with programs such as G RASP 
(Columbia University, New York, New York, United States of America) or Connolly's MS program by loading the protein 

20 together with the external water-sized spheres generated by MVP. The program GRASP can further be used to calculate 
the cavity volume. It is noted that the calculated cavity volume is sensitive to the grid spacing used in generating the 
molecular surface. The GRASP calculations reported herein used a grid spacing of 0.2 angstroms. Coarser spacings 
can lead to substantially inaccurate volumes. The internal grid spheres generated by MVP can also be used to estimate 
the volume of the pocket. In this case, MVP carries out a cluster analysis to group the internal spheres into clusters 

25 corresponding to different pockets and cavities within the protein. With nuclear receptors, the ligand binding pocket 
generally corresponds to the largest such cluster. The volume of the cluster can be calculated directly with the GRASP 
program. This approach tends to underestimate the volume of the pocket, since the internal grid spheres can never 
fill the pocket entirely. The spheres can fill the pocket more fully as the grid spacing is reduced. A grid spacing of 0.3 
angstroms gives volumes in relatively good agreement with the alternative GRASP method described above. Other 

30 methods of calculating pocket volumes have been described in the literature. See, e.g., Kleywegt & Jones, (1 994) Acta 
Crystallogr. Section D D50:178-1 85. 

[0117] Aside from the algorithm used, the atomic radius values can also be considered. Generally, atomic volumes 
depend on the radius raised to the third power, so it is clear that calculated molecular volumes are sensitive to atomic 
radius values. Cavity volumes tend to decrease as radius values increase, and if the atomic radius values are too large, 

35 the calculated cavity volume will be too small. In the present invention, the following atomic radius values were em- 
ployed: hydrogen, 1 .20A; carbon, 1 .70A; nitrogen, 1 .55A; oxygen, 1 .52A; sulfur, 1 .80A; fluorine, 1 .47A; chlorine, 1 .75A; 
bromine, 1.85A; iodine, 1.98A. See Bondi, (1964) J. Phys. Chem. 68:441-451. For all volume calculations reported 
herein, the hydrogens were represented explicitly. These hydrogen atoms are added to the protein with MVP using 
standard bond lengths and angles, followed by energy minimization with the CFF91 force field within MVP. Some other 

40 workers in the protein structure field often omit the hydrogens in surface and volume calculations, using an increased 
carbon radius to compensate. This "united atom" approximation can reduce the accuracy of a pocket volume calcula- 
tion. 

[01 18] When comparing the volumes of two different proteins, or two different conformations of the same protein, it 
is preferable to use the same algorithm, parameters and atomic radius values. 

45 [0119] As used herein, the term "polypeptide" means any polymer comprising any of the 20 protein amino acids, 
regardless of its size. Although "protein" is often used in reference to relatively large polypeptides, and "peptide" is 
often used in reference to small polypeptides, usage of these terms in the art overlaps and varies. The term "polypep- 
tide" as used herein refers to peptides, polypeptides and proteins, unless otherwise noted. As used herein, the terms 
"protein", "polypeptide" and "peptide" are used interchangeably herein when referring to a gene product. 

so [0120] As used herein, the term "primer" means a sequence comprising two or more deoxyribonucleotides or ribo- 
nucleotides, preferably more than three, and more preferably more than eight and most preferably at least about 20 
nucleotides of an exonic or intronic region. Such oligonucleotides are preferably between ten and thirty bases in length. 
[01 21 ] As used herein, the term "root mean squared (RMS) deviation" of a collection of atoms in one protein structure 
relative to the corresponding atoms in another protein structure refers to the average displacement of those atoms, 

55 after superimposition of the proteins, as computed according to the formula 
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RMSDeviation = ^[(x/ -X?) + ^rtf) + (zi~Z?) 

where xP yP zM are the coordinates of atom i in structure 1 , and rf. yP, zi* are the coordinates of atom i in .structure 
[01 26] Those ot skih in meanu roordinates te nds to be reduced as the resolution is increased, since more 

WMmmmm 

TacCed bX availability of X-ray structures of complexes with potent agonists as well as potent antagonists. 
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[0128] As used herein, the term "substantially pure" means that the polynucleotide or polypeptide is substantially 
free of the sequences and molecules with which it is associated in its natural state, and those molecules used in the 
isolation procedure. The term "substantially free" means that the sample is at least 50%, preferably at least 70%, more 
preferably 80% and most preferably 90% free of the materials and compounds with which is it associated in nature. 
5 [0129] As used herein, the term "target cell" refers to a cell, into which it is desired to insert a nucleic acid sequence 
or polypeptide, or to otherwise effect a modification from conditions known to be standard in the unmodified cell. A 
nucleic acid sequence introduced into a target cell can be of variable length. Additionally, a nucleic acid sequence can 
enter a target cell as a component of a plasmid or other vector or as a naked sequence. 

[0130] As used herein, the term "transcription" means a cellular process involving the interaction of an RNA polymer- 
ic ase with a gene that directs the expression as RNA of the structural information present in the coding sequences of 
the gene. The process includes, but is not limited to the following steps: (a) the transcription initiation, (b) transcript 
elongation, (c) transcript splicing, (d) transcript capping, (e) transcript termination, (0 transcript polyadenylation, (g) 
nuclear export of the transcript, (h) transcript editing, and (i) stabilizing the transcript. 

[0131] As used herein, the term "transcription factor" means a cytoplasmic or nuclear protein which binds to such 
is gene, or binds to an RNA transcript of such gene, or binds to another protein which binds to such gene or such RNA 
transcript or another protein which in turn binds to such gene or such RNA transcript, so as to thereby modulate ex- 
pression of the gene. Such modulation can additionally be achieved by other mechanisms; the essence of "transcription 
factor for a gene" is that the level of transcription of the gene is altered in some way. 

[0132] As used herein, the term "unit cell" means a basic parallelipiped shaped block. The entire volume of a crystal 
20 can be constructed by regular assembly of such blocks. Each unit cell comprises a complete representation of the unit 
of pattern, the repetition of which builds up the crystal. Thus, the term "unit cell" means the fundamental portion of a 
crystal structure that is repeated infinitely by translation in three dimensions. A unit cell is characterized by three vectors 
a, b, and c, not located in one plane, which form the edges of a parallelepiped. Angles a, p and y define the angles 
between the vectors: angle a is the angle between vectors b and c; angle p is the angle between vectors a and c; and 
25 angle y is the angle between vectors a and b. The entire volume of a crystal can be constructed by regular assembly 
of unit cells; each unit cell comprises a complete representation of the unit of pattern, the repetition of which builds up 
the crystal. 

II. Description of Tables 

30 

[0133] Table 1 is a table summarizing the crystal and data statistics obtained from the crystallized ligand binding 
domain of human GR in complex with the ligand fluticasone propionate and a coactivator peptide derived from TIF2. 
Data on the unit cell are presented, including data on the crystal space group, unit cell dimensions, molecules per 
asymmetric cell and crystal resolution. 
35 [0134] Table 2 is a table presenting the atomic coordinate data for crystallized GR LBD in complex with fluticasone 
propionate and a TIF2 peptide. 

[0135] Table 3 is a table presenting the atomic coordinate data for human GR in complex with dexamethasone and 
a TIF2 peptide employed in the molecular replacement solution of human GR ligand binding domain in complex with 
fluticasone propionate and a TIF2 peptide. 
40 [0136] Table 4 is a table presenting the three-dimensional coordinates of AR in complex with bicalutamide obtained 
from homology modeling of the crystal structure coordinates of GRa in complex with FP. 

[0137] Table 5 is a table presenting the three-dimensional coordinates of PR in complex with RWJ-60130 obtained 
from homology modeling of the crystal structure coordinates of GRot in complex with FP. 

[01 38] Table 6 is a table presenting a subset of three-dimensional coordinates of GRa in complex with the benzoxazin- 
45 1-one obtained from modeling of the crystal structure of GRa in complex with FP. 

[0139] Table 7 is a table presenting a subset of three-dimensional coordinates of GRa in complex with A-222977 
obtained from modeling of the crystal structure of GRa in complex with FP. 

[0140] Table 8 is a table presenting three-dimensional coordinates of AR in complex with DHT (Sack et al. , (2001) 
Proc. Natl. Acad. Sci. U.S.A. 98(9): 4904-4909; PDB ID No. 1137). 
50 [0141] Table 9 is a table presenting three-dimensional coordinates of AR in complex with the ligand R1 881 (Matias 
et al. , (2000) J. Biol. Chem. 275(34): 26164-171 ; PDB ID No. 1E3G). 

[0142] Table 10 is a table presenting three-dimensional coordinates of PR in complex with PG (Williams & Sigler , 
(1998) Nature 393:392-396; PDB ID No. 1A28). 

[0143] Table 1 1 is a table presenting three-dimensional coordinates of MR obtained from homology modeling of the 
55 crystal structure coordinates of GRa in complex with FP 
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IN. General Considerations 

pocket in complex with fluticasone propionate and a 2^.^^SS2JSoR subfamily (also referred to 
5,145] The nuclear receptor superfamily can be ^^^S^SSm (mineraicorticoid receptor) 

Steroid receptors (SRs) form a subset of the superfamily of nuclear ^J^SS^iS^ 
[ steroid receptor and thus a member of the superfamily of ^^^^ESS and GRp, which corn- 
human glucocorticoid receptor exists in two iso forms: ^^^^^^m amino acids and 
prises 742 amino acids. As noted, the alpha isoform of translocates to the nucleus, 
is predominantly cytoplasmic in its unactivated, non-DNA binding the rece ptor was 

evident • . onH to tho rarhoxvl terminal end, these functional domains include the tau 1 , DNA 

[01 47] From the ammo terminal end to the carboxyi 'erminai ena, i positions 77-262 and regulates 

Ling, and ligand binding domains in succession. The n te ^ residues, eight 

ofw^^^ 

of wild type activity) (Giguere et al. (1986) Ce//46: :W« ^ggfj^g^^ ^ 

Evans , (1988) Ce//55: 899-906; Hggnbsflj^ W ^ o es ^ r I fciark S Vol. 45 pM^Academic Press, 
1*0*1114; Evans, (1969) in Recent Progress ,n Hormone Research Clark ™ ■ Picard & y ama moto, 
San Diego. California, United States of Amenca; G^nJ^h^ , O^a^ 325. 75 368; 

E^^^ « a -J- dimensional mode, of 

the Hgand binding domain of GRa in complex with fluticasone P^ 0 "^ of ligand , dimer i 2 e 

[0 148 9 ] GRsubgroup members are .tightly 

following ligand binding and dissociation of HSP, and show nomoiogy chromatin 
half sites also tend to be arranged as palindromes. TR mt ^^^^^S^!^«^ and bind DNA 
molecu.es when unliganded, can bind to DNA as r 0 " 0 "^^^ als0 shoThomoiogy with respect to the 

r:r:^ rr b,es the GR sub,amily in 

hs 22s, and the TR subfamily in nuclear loca.iza«on ^^^^ transcnption activation 
[0 1 49] Most members of the superfamily, including orphan receptors, ™° p hich (AF . 

ubdomains, one of which is constitutive and resides in the ™ 'J^J^^'SS function of 

that nuclear receptors have a modular architecture with three main domains: 
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1 ) a variable amino-terminal domain; 

2) a highly conserved DNA-binding domain (DBD); and 

3) a less conserved carboxy-terminal ligand binding domain (LBD). 

5 in addition, nuclear receptors can have linker segments of variable length between these major domains. 

[01 51 ] Sequence analysis and X-ray crystallography, including the disclosure of the present invention have confirmed 
that GR also has the same general modular architecture, with the same three domains. The function of GR in human 
cells presumably requires all three domains in a single amino acid sequence. However, the modularity of GR permits 
different domains of each protein to separately accomplish certain functions. Some of the functions of a domain within 

10 the full-length receptor are preserved when that particular domain is isolated from the remainder of the protein. Using 
conventional protein chemistry techniques, a modular domain can sometimes be separated from the parent protein. 
Using conventional molecular biology techniques, each domain can usually be separately expressed with its original 
function intact or, as discussed herein below, chimeras comprising two different proteins can be constructed, wherein 
the chimeras retain the properties of the individual functional domains of the respective nuclear receptors from which 

is the chimeras were generated. 

[0152] The carboxy-terminal activation subdomain is in close three-dimensional proximity in the LBD to the ligand, 
so as to allow for ligands bound to the LBD to coordinate (or interact) with amino acid(s) in the activation subdomain. 
As described herein, the LBD of a nuclear receptor can be expressed, crystallized, its three dimensional structure 
determined with a ligand bound (either using crystal data from the same receptor or a different receptor or a combination 

20 thereof), and computational methods used to design ligands to its LBD, particularly ligands that contain an extension 
moiety that coordinates the activation domain of the nuclear receptor. 

[0153] The LBD is the second most highly conserved domain in these receptors. As its name suggests, the LBD 
binds ligands. With many nuclear receptors, including GR, binding of the ligand can induce a conformational change 
in the LBD that can, in turn, activate transcription of certain target genes. Whereas integrity of several different LBD 
25 sub-domains is important for ligand binding, truncated molecules containing only the LBD retain normal ligand-binding 
activity. This domain also participates in other functions, including dimerization, nuclear translocation and transcriptional 
activation, as described herein. 

[0154] Nuclear receptors usually have HSP binding domains that present a region for binding to the LBD and can 
be modulated by the binding of a ligand to the LBD. For many of the nuclear receptors ligand binding induces a dis- 

30 sociation of heat shock proteins such that the receptors can form dimers in most cases, after which the receptors bind 
to DNA and regulate transcription. Consequently, a ligand that stabilizes the binding or contact of the heat shock protein 
binding domain with the LBD can be designed using the computational methods described herein. 
[0155] With the receptors that are associated with the HSP in the absence of the ligand, dissociation of the HSP 
results in dimerization of the receptors. Dimerization is due to receptor domains in both the DBD and the LBD. Although 

35 the main stimulus for dimerization is dissociation of the HSP, the ligand-induced conformational changes in the recep- 
tors can have an additional facilitative influence. With the receptors that are not associated with HSP in the absence 
of the ligand, particularly with the TR, ligand binding can affect the pattern of dimerization. The influence depends on 
the DNA binding site context, and can also depend on the promoter context with respect to other proteins that can 
interact with the receptors. A common pattern is to discourage monomer formation, with a resulting preference for 

40 heterodimer formation over dimer formation on DNA. 

[01 56] Nuclear receptor LBDs usually have dimerization domains that present a region for binding to another nuclear 
receptor and can be modulated by the binding of a ligand to the LBD. Consequently, a ligand that disrupts the binding 
or contact of the dimerization domain can be designed using the computational methods described herein to produce 
a partial agonist or antagonist. 

45 [0157] The amino terminal domain of GR is the least conserved of the three domains. This domain is involved in 
transcriptional activation and, its uniqueness might dictate selective receptor-DNA binding and activation of target 
genes by GR subtypes. This domain can display synergistic and antagonistic interactions with the domains of the LBD. 
[0158] The DNA binding domain has the most highly conserved amino acid sequence among the GR domains. It 
typically comprises about 70 amino acids that fold into two zinc finger motifs, wherein a zinc atom coordinates four 

50 cysteines. The DBD comprises two perpendicularly oriented a-helixes that extend from the base of the first and second 
zinc fingers. The two zinc fingers function in concert along with non-zinc finger residues to direct the GR to specific 
target sites on DNA and to align receptor dimer interfaces. Various amino acids in the DBD influence spacing between 
two half-sites (which usually comprises six nucleotides) for receptor dimerization. The optimal spacings facilitate co- 
operative interactions between DBDs, and D box residues are part of the dimerization interface. Other regions of the 

55 DBD facilitate DNA-protein and protein-protein interactions are involved in dimerization. 

[0159] In nuclear receptors that bind to a HSP, the ligand-induced dissociation of HSP with consequent dimer for- 
mation allows, and therefore, promotes DNA binding. With receptors that are not associated (as in the absence of 
ligand), ligand binding tends to stimulate DNA binding of heterodimers and dimers, and to discourage monomer binding 
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to DNA However, with DNA containing only a single half site, the ligand tends to stimulate the receptor's binding to 
DNA The effects are modest and depend on the nature of the DNA site and probably on the presence of other proteins 
that can interact with the receptors. Nuclear receptors usually have DBD (DNA binding domains) that present a reg,on 
for binding to DNA and this binding can be modulated by the binding of a ligand to the LBD. 
5 [0160] The modularity of the members of the nuclear receptor superfamily permits different domains of each proton 
to separately accomplish different functions, although the domains can influence each other. The separate function o 
a domain is usually preserved when a particular domain is isolated from the remainder of the prote.n. Us.ng convent.onal 
protein chemistry techniques a modu.ar domain can sometimes be separated from the parent P"*"£""£m 
conventional molecular biology techniques each domain can usually be separately expressed with . ts or ginal functan 
w intact or chimerics of two different nuclear receptors can be constructed, wherein the chimencs reta.n the propert.es 
of the individual functional domains of the respective nuclear receptors from which the chimerics were generated. 
r0161] Various structures have indicated that most nuclear receptor LBDs adopt the same general folding pattern. 
This fold consists of 1 0-1 2 alpha helices arranged in a bundle, together with several beta-strands, and linking segments. 
A preferred GRa LBD structure of the present invention has 10-11 helices, depending on whether helix-3 is counted. 
15 structural studies have shown that most of the alpha-helices and beta-strands have the same general portion , and 
orientation in all nuclear receptor structures, whether ligand is bound or not. However, the AF2 helix has bee" found 
in different positions and orientations relative to the main bundle, depending on the presence or absence of the hgand. 
and also on the chemical nature of the ligand. These structural studies have suggested that many nuclear receptors 
share a common mechanism of activation, where binding of activating ligands helps to stabilize the «h*ja 
20 position and orientation adjacent to helices-3, -4, and -1 0, covering an opening to the l.gand bmd.ng site. This posrtion 
and orientation of the AF2 helix, which will be called the "active conformation", creates a bmd.ng site for 
See e g Nolte etaL, (1998) Nature 395:137-43; Shiau et al„ (1998) Ce//95: 927-37. This co-act,va tor binding site 
FisTctntral lipophilic pocket that can accommodate leucine side-chains from co-activators as wen ^^ charge- 
clamp" structure consisting essentially of a lysine residue from helix-3 and a glutamic acd residue rom the , AF2 : he ix 
25 [01621 Structural studies have shown that co-activator peptides containing the sequence LXXLL (SEQ ID NO. 10) 
where L is leucine and X can be a different amino acid in different cases) can bind to this co-activator binding srte by 
making interactions with the charge clamp lysine and glutamic acid residues, as well as the centra l.poph ic region. 
This co-activator binding site is disrupted when the AF2 helix is shifted into other positions and onentations^ In PPARy 
activating ligands such as rosiglitazone (BRL49653) make a hydrogen bonding interaction wrth tyros.ne-473 in the AF2 
30 helix Nolte et al (1 998) Nature 395:1 37-43; Gampe et al- (2000) Mot. Cell 5: 545-55. Similarly, in GR, the dexame- 
thton^el^akes van der Waals interactioT^^i^de chain of leucine-753 from the AF2 helix. This interaction 
is believed in part to stabilize the AF2 helix in the active conformation, thereby allowing co-activators to bind and thus 
activatinq transcription from target genes. . 
[0163] With certain antagonist ligands, or in the absence of any ligand, the AF2 helix can be held less tightly in the 
35 Ltiveconformation.orcanbefreetoadoptothe^^ 

bindinq site thereby reducing or eliminating co-activator binding and transcription from certain target genes. Some of 
the functions of the GR protein depend on having the full-length amino acid sequence and certain partner molecules, 
such as co-activators and DNA. However, other functions, including ligand binding and ligand-dependent conforma- 
tional changes, can be observed experimentally using isolated domains, chimeras and mutant molecules. 
40 [0164] As described herein, the LBD of a GR can be mutated, expressed, crystallized, its three dimensional structure 
can be determined with a ligand (e.g. fluticasone propionate) bound as disclosed in the present invention. Computa- 
tional methods can then be employed to design ligands to nuclear receptors, preferably to steroid receptors, and more 
preferably to glucocorticoid receptors. 

45 IV. The Fluticasone Ligand 

r0165] Ligand binding can induce transcriptional activation functions in a variety of ways. One way is through the 
dissociation of the HSP from receptors. This dissociation, with consequent dimerization of the receptors and their 
binding to DNA or other proteins in the nuclear chromatin, allows transcriptional regulatory properties of the receptors 

so to be manifest. This can be especially true of such functions on the amino terminus of the receptors. 

r01 661 Another way is by altering the receptor to interact with other proteins involved in transcnption. These can be 
proteins that interact directly or indirectly with elements of the proximal promoter or proteins of the proximal promoter. 
Alternatively, the interactions can be through other transcription factors that themselves interact directly or indirectly 
with proteins of the proximal promoter. Several different proteins have been described that bind to the receptors in a 

55 ligand-dependent manner. In addition, it is possible that in some cases, the ligand-induced conformational changes 
do not affect the binding of other proteins to the receptor, but do affect their abilities to regulate transcription^ 
[01671 In one aspect of the present invention, a GR LBD was co-crystallized with a TIF2 peptide and the ligand 
fluticasone propionate. U.S. Patent No. 4,335,121 to Phillips et al. , incorporated herein by reference, teaches an an- 
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tiinflammatory steroid compound known by the chemical name (6a, 1 1 0, 1 6a, 1 7a)-6,9-difluoro-1 1 -hydroxy- 1 6-methyl- 
3-OXO-1 7-(1 -oxopropoxy)androsta-1 ,4-diene-1 7-carbothioic acid S-(fluoromethyl) ester and the generic name "flutica- 
sone propionate." Fluticasone propionate in aerosol form, has been accepted by the medical community as useful in 
the treatment of asthma (see , e.g. . Nimmagadda et al. , (1998) Ann. Allerg. Asthma Im. 81:35-40) and is marketed 
5 under the trademarks FLO VENT® and FLONASE®. Fluticasone propionate can also be used in the form of a physi- 
ologically acceptable solvate. 

[01 68] Fluticasone propionate has the chemical structure: 




i 
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V. The TIF2 Co-activator 

[0169] A peptide from the nuclear receptor co-activator TIF2 (SEQ ID NO: 9) was co-crystallized in one aspect of 
25 the present invention. Structurally, the nuclear receptor coactivator TIF2 comprises one domain that reacts with a 
nuclear receptor (nuclear receptor interaction domain, abbreviated "NID") and two autonomous activation domains, 
AD1 and AD2 (Voegel et al. , (1 998) EMBO J. 17: 507-519). The TIF2 NID comprises three NR-interacting modules, 
with each module comprising the motif, LXXLL (SEQ ID NO: 10) (Voegel etal. , (1 998) EMBO J. 17: 507-51 9). Mutation 
of the motif abrogates TIF2's ability to interact with the ligand-induced activation function-2 (AF-2) found in the ligand- 
30 binding domains (LBDs) of many NRs. Presently, it is thought that TIF2 AD1 activity is mediated by CREB binding 
protein (CBP), however, TIF2 AD2 activity does not appear to involve interaction with CBP (Voegel etal. , (1 998) EMBO 
J. 17: 507-519). 

[0170] In the present invention, residues 740-753 of the TIF2 protein (SEQ ID NO: 9) were co-crystallized with GR 
and fluticasone propionate. These residues comprise the LXXLL (SEQ ID NO: 10) of AD-2, the third motif in the linear 
35 sequence of TIF2. The TIF2 fragment is 1 3 residues in length and was synthesized using an automated peptide syn- 
thesis apparatus. SEQ ID NO: 9, and other sequences corresponding to TIF2 and other co-activators and co-repres- 
sors, can be similarly synthesized using automated apparatuses. 

VI. Production of GR and Other NR Polypeptides 

40 

[0171] In a preferred embodiment, the present invention provides for the first time a GR/TIF2/FP complex. The GR 
LBD polypeptide of the present invention is expressed as a soluble polypeptide in bacteria, more preferably, in E. colL 
The GR polypeptides of the present invention, disclosed herein, can thus now provide a variety of host-expression 
vector systems to express an NR coding sequence. These include but are not limited to microorganisms such as 

45 bacteria transformed with recombinant bacteriophage DNA, plasmid DNA orcosmid DNA expression vectors containing 
an NR coding sequence; yeast transformed with recombinant yeast expression vectors containing an NR coding se- 
quence; insect cell systems infected with recombinant virus expression vectors (e.g., baculovirus) containing an NR 
coding sequence; plant cell systems infected with recombinant virus expression vectors (e.g., cauliflower mosaic virus, 
CaMV; tobacco mosaic virus, TMV) or transformed with recombinant plasmid expression vectors (e.g., Ti plasmid) 

50 containing an NR coding sequence; or animal cell systems. The expression elements of these systems vary in their 
strength and specificities. Methods for constructing expression vectors that comprise a partial or the entire native or 
mutated NR and GR polypeptide coding sequence and appropriate transcriptlonal/translational control signals include 
in vitro recombinant DNA techniques, synthetic techniques and in vivo recombination/genetic recombination. See, for 
example, the techniques described throughout Sambrook et al., (1 989) Molecular Cloning: A Laboratory Manual, Cold 

55 Spring Harbor Laboratory, New York, and Ausubel et al. , (1 989) Current Protocols in Molecular Biology , Greene Pub- 
lishing Associates and Wiley Interscience, New York, both incorporated herein in their entirety. 
[0172] Depending on the host/vector system utilized, any of a number of suitable transcription and translation ele- 
ments, including constitutive and inducible promoters, can be used in the expression vector. For example, when cloning 
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in bacteria, systems, induce promoter, such 

and the like can be used. When cloning ,n insect cell system ^promote ^ ^ ^ 

can be used. When cloning in plant cel. syste ms promo J^jJSSw fcTSi chlorophyll a* binding protein) or 
promoters; the promoter for the small subunit o I ? U J^'^ D P ™^^^ 

from plant viruses (e.g., the 35S 22SS?c* (e.g. metaliothionein promoter) 

in mammalian cell systems, promoters denved from , 7 5K promo t e r) can be used. When 

erein. High level expression in E. cCi of ligand I binding domains of TR and rfhe JJ^SStoB (MR), proges- 
of the steroid/thyroid receptor superf amily such as he esUogen ^^g^L, of the expression of a soluble 
terone (PR), RAR, RXR and vitamin D VDR) ^^^j^i^Q^pe^es of the present invention, 
GR polypeptide in bacteria, more pnM* E c* JJ^^'vSir SSJL Yeast and other eukaryotic ex- 
disclosed herein, can thus now provide a variety of ^ e *J»™ <™ ' since me8e nucle ar receptors are 
pression systems can be used with nuclear ^^^T^SSTL be expressed in bacteria. In a 
generally more difficult to express in bacteria, w.tr . the except on oi expressed in E. coli. 

Referred embodiment of the present invention ^ r ^^^^^ clon ed and sequenced, including 
f 0 174] Representative nuclear receptors or their ^J^^^J^S,. or 5 (delta), human PPARy, 
human RARa, human RARy, human RXRa, human R ^^T^lL), human GR, human PR, 

human VDR, human ER (as described in ' §^^2 tneTe nuTea receptors has been identified. Using 
human MR, and human AR. The ligand b.nd.ng do main of ^ach oi ^J, ^ art can express and purify 

^Scts^^ 
—XeSShaS^^ 

New York, United States of America, incorporated ^"^^T^^ fjrst time a soluble GFVTIF2/FP complex. 
[0177] in a preferred embodiment, the present .nvention provides for „ more preferab | y , 

The GR LBD polypeptide of the — * K^^SiCS^ are also disclosed in the 
E. coli, and can be subsequently punf.ed therefrom. Rep resentati ve pu t inven tion, dis- 

Uboratory Examp.es, P*«^ for both liganded and un- 

closed herein, can thus now provide the ability to invention, that purif ication of the unlig- 
.iganded NRs. Thus, it is envisioned, based upon the disdosure of the ■^^^ n ^ to interacti on chroma- 
anded or liganded NR receptor can be obtained by conven lonal ^^^^J (e g , H PLC employing an 
tography (e 9 .g., HPLC employing a reversed phase ^^^^£S^Z^^ °< nuclear re- 
IEC column), and heparin affinity chromatography. To achieve h.ghei ^J™ 1 u mn that separates the receptor 
ceptors it is sometimes preferable to ligand shift punfy the ^umn anTtn n bind I the e.uted receptor 

according to charge, such as an ion exchange or JJJJJ^SS^'lS^ re-chromatographed on 
with a ligand. The ligand induces a change n the recepto^ £ and is removed by the original column 

protein can be preincubated wrth the ligand prior to passing 11 t over the column^ 

f0178] More recently developed -*° d ^^ X column for purification. See 

E SXtS&V^-P- -rein by reference. 

; wil Fnrmatinn of NR Ligand Rinding Domain Crystals 
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LBD crystals, which can be native crystals, derivative crystals or co-crystals, have hexagonal unit cells (a hexagonal 
unit cell is a unit cell wherein a = b * c, and wherein a = p = 90°, and y = 1 20°) and space group symmetry P6 1 . There 
are two GRa LBD molecules and two TIF2 peptides in the asymmetric unit. In this GRcc crystalline form, the unit cell 
has dimensions of a = b =1 27.656 A, c = 87.725 A, and a = P = 90°, and y = 1 20°. This crystal form can be formed in 
5 a crystallization reservoir as described in the Laboratory Examples hereinbelow. 

VILA. Preparation of NR Crystals 

[0180] The native and derivative co-crystals, and fragments thereof, disclosed in the present invention can be ob- 
10 tained by a variety of techniques, including batch, liquid bridge, dialysis, vapor diffusion and hanging drop methods 
(see , e.g. , McPherson , (1982) Preparation and Analysis of Protein Crystals, John Wiley, New York; McPherson, (1990) 
Eur. J. Biochem. 189:1-23; Weber, (1991) Adv. Protein Chem. 41:1 -36). In a preferred embodiment, the vapor diffusion 
and hanging drop methods are used for the crystallization of NR polypeptides and fragments thereof. A more preferred 
hanging drop method technique is disclosed in the Laboratory Examples. 
15 [0181] In general, native crystals of the present invention are grown by dissolving substantially pure NR polypeptide 
or a fragment thereof in an aqueous buffer containing a precipitant at a concentration just below that necessary to 
precipitate the protein. Water is removed by controlled evaporation to produce precipitating conditions, which are main- 
tained until crystal growth ceases. 

[0182] In one embodiment of the invention, native crystals are grown by vapor diffusion (see, e.g., McPherson, (1 982) 
20 Preparation and Analysis of Protein Crystals, John Wiley, New York; McPherson, (1990) Eur. J. Biochem. 189:1-23). 
In this method, the polypepttde/precipitant solution is allowed to equilibrate in a closed container with a larger aqueous 
reservoir having a precipitant concentration optimal for producing crystals. Generally, less than about 25 u,L of NR 
polypeptide solution is mixed with an equal volume of reservoir solution, giving a precipitant concentration about half 
that required for crystallization. This solution is suspended as a droplet underneath a coverslip, which is sealed onto 
25 the top of the reservoir. The sealed container is allowed to stand until crystals grow. Crystals generally form within two 
to six weeks, and are suitable for data collection within approximately seven to ten weeks. Of course, those of skill in 
the art will recognize that the above-described crystallization procedures and conditions can be varied. 

VI I. B. Preparation of Derivative Crystals 

30 

[0183] Derivative crystals of the present invention, e.g. heavy atom derivative crystals, can be obtained by soaking 
native crystals in mother liquor containing salts of heavy metal atoms. Such derivative crystals are useful for phase 
analysis in the solution of crystals of the present invention. In a preferred embodiment of the present invention, for 
example, soaking a native crystal in a solution containing methyl-mercury chloride provides derivative crystals suitable 
35 for use as isomorphous replacements in determining the X-ray crystal structure of a NR polypeptide. Additional reagents 
useful for the preparation of the derivative crystals of the present invention will be apparent to those of skill in the art 
after review of the disclosure of the present invention presented herein. 

VI LC. Preparation of Co-crystals 

40 

[0184] Co-crystals of the present invention can be obtained by soaking a native crystal in mother liquor containing 
compounds known or predicted to bind a NR polypeptide or a fragment thereof (including a NR LBD polypeptide or a 
fragment thereof). Alternatively, co-crystals can be obtained by co-crystallizing a NR polypeptide or a fragment thereof 
(including a NR LBD polypeptide or fragment thereof) in the presence of one or more compounds known or predicted 
45 to bind the polypeptide. In a preferred embodiment, as disclosed in the Examples, such a compound is fluticasone 
propionate. 

VIl.D. Solving a Crystal Structure of the Present Invention 

50 [01 85] Crystal structures of the present invention can be solved using a variety of techniques including, but not limited 
to, isomorphous replacement, anomalous scattering or molecular replacement methods. Computer software packages 
are also helpful in solving a crystal structure of the present invention. Applicable software packages include but are 
not limited to the CCP4 package disclosed in the Examples, the X-PLOR™ program (Brunger , (1 992) X-PLOR, Version 
3. 1. A System for X-ray Crystallography and NMR, Yale University Press, New Haven, Connecticut; X-PLOR is available 

55 from Accelrys of San Diego, California, United States of America, Xtal View (McRee, (1 992) J. Mol. Graphics 1 0: 44-46; 
X-tal View is available from the San Diego Supercomputer Center). SHELXS 97 (Sheldrick, (1990) Acta Cryst. A 46: 
467; SHELX 97 is available from the Institute of Inorganic Chemistry, Georg-August-Universitat, Gottingen, Germany), 
HEAVY (Terwilliger, Los Alamos National Laboratory) and SHAKE-AND-BAKE (Hauptman. (1997) Curr. Opin. Struct. 
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was solved using the molecular replacement method. A GR/TIF2/dexamethasone structure was used as the initial 
search model (see Laboratory Example 5). The electron density map calculated with the molecular replacement solu- 
tions showed clear tracings for two GR LBD monomers (GR residues 521 -777), the LXXLL motifs (SEQ ID NO: 1 0) of 
two TIF2 peptides, and two bound molecules of fluticasone propionate (see Figure 2). The statistics of data sets and 

5 the refined structures are summarized in Table 1 . 

[0192] In a preferred embodiment of the crystals, the two GR LBD monomers in each asymmetry unit are packed 
into a symmetric dimer. Each GR LBD is bound with a molecule of fluticasone propionate and a TIF2 coactivator peptide 
(see Figure 2). The structure of the GR LBD contains 11 a-helices and 4 small p-strands that fold into a three-layer 
helical domain with an overall organization closely resembling the structures of PR and AR (Matias et al. , (2000) J. 

10 Biol. Chem. 275:261 64-261 71 ; Sack et al. , (2001 ) Proc. Natl. Acad ScL 98:4904-4909; Willams & Sigler , (1 998) Nature 
393:392-396). Helices 1 and 3 form one side of a helical sandwich whereas helices 7 and 10 form the other side. The 
middle layer of helices (helices 4, 5, 8, and 9) are present in the top half of the protein but are absent in the bottom 
half of the protein. This arrangement of helices thus creates a cavity in the bottom half of the GR LBD where the 
fluticasone propionate is bound, and forms an element of an expanded binding pocket. The conformation adopted by 

15 FP in the binding pocket is depicted in Figure 3. Figure 3 shows the propionate moiety and the space it occupies in 
the expanded binding pocket. 

[0193] The AF-2 helix, which plays an essential function of ligand-dependent activation, adopts the so-called active 
or "agonist-bound" conformation that is packed against helices 3, 4, and 1 0 as an integrated part of the domain structure. 
Following the AF-2 helix is an extended strand that forms a conserved beta sheet with a (J-strand between helices 8 
20 and 9. The LLRYLL sequence (SEQ ID NO: 1 1) in the TIF2 motif forms a two-turn a-helix that docks the hydrophobic 
leucine side chains into a groove formed in part by the AF-2 helix and residues from helices 3, 3', 4 and 5 (see Figure 
2). Both ends of the coactivator helix are clamped by E754 on the AF-2 helix and K579 on helix 3, respectively. This 
mode of coactivator binding further stabilizes the overall GR LBD structure and the arrangement of the dimer config- 
uration. 

25 

VIII.A.2. Differences Between the GR/TIF2/FP Complex and a GR/Dex/TIF2 Complex 

[0194] Although the GR/TIF2/FP complex is similar to the GR/TIF2/dexamethasone complex ("the Dex structure"; 
coordinates of this structure are presented in Table 3), there are a number of differences in their crystallization conditions 
30 and their detailed structures. First, the FP complex contains a TIF2 peptide that is 10 residues shorter than the TIF2 
peptide used in the GR/TIF2/Dex complex. The crystals of the GR/TIF2/FP complex were obtained using MgS0 4 as 
precipitant, whereas ammonium formate was used to obtain crystals of the GR/TIF2/Dex complex. The crystallization 
conditions for the GR/TIF2/Dex complex were not preferred for the GR/TIF2/FP complex. 

[0195] Second, despite the similar LBD structure and arrangement of the dimer configuration between the FP and 
35 the Dex structures, there is a dramatic difference in the ligand binding pocket that is occupied by the propionate group 
of the fluticasone. This ligand binding pocket is much smaller in size in the GR/Dex structure. Although the 17-<x- 
hydroxyl of dexamethasone points toward this region of the ligand binding pocket, the volume of this ligand binding 
pocket is largely unoccupied in the Dex structure. The volume of the ligand binding pocket in the FP structure is sig- 
nificantly expanded to accommodate the larger propionate group of fluticasone in both LBD monomers of the dimer, 
40 and forms an expanded binding pocket. This expansion in the volume of the ligand binding pocket in the GR/TIF2/FP 
structure, as compared with the GR/TIF2/Dex structure, is readily seen when Figures 5A and 5B, showing the available 
pocket volume in the GR/Dex structure, are compared with Figures 6 A and 6B, showing the available pocket volume 
in the GRTIF2/FP structure. The expanded binding pocket of the FP structure is also depicted in Figure 7A and 7B, 
where the additional pocket volume of the FP structure over that of the Dex structure is represented by a semi-trans- 
45 parent surface. 

[0196] Referring again to Figure 5A, this figure depicts subunit A, and shows dexamethasone, selected side-chains 
from the protein, and a semi-transparent surface enclosing the volume that is available to oxygen-sized ligand atoms 
within the ligand binding region of the GR protein in the GR/Dex structure. Figure 5B depicts subunit B, and shows the 
corresponding ligand molecule, side-chains and pocket volume from subunit B of the same GR/Dex structure. Protein 

50 side-chains are depicted with ball and stick representation, using thin sticks and small balls. The dexamethasone ligand 
is also depicted by a ball and stick representation, but using thicker sticks and larger balls. The pocket volume is 
depicted by a surface generated over closely-space spheres within the pocket of the GR/Dex structure. The spheres 
have radius 1 .4 angstroms, and are arranged on a rectangular grid with a spacing of 0.3 angstroms. The surface is a 
"quick" surface generated within the INSIGHTII molecular graphics program using the "very high" surface quality. Atoms 

55 are represented by various shades of gray, with carbon darker than nitrogen, which is darker than oxygen, which is 
darker than sulfur. Fluorine is represented by a shade similar to nitrogen, but can be distinguished from nitrogen be- 
cause the protein has no fluorine atoms, and the dexamethasone molecule has no nitrogens. The shades are gray are 
further modified by the use of depth queueing to help distinguish foreground and background features. 
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[0197] Turning next to Figure 6A, this figure depicts GR subunit A, and shows FP, selected side-chains from the 
protein and a semi-transparent surface enclosing the volume that is available to oxygen-sized ligand atoms within the 
ligand binding region of the GR protein in the GR/TIF2/FP structure. Figure 6B depicts GR subunit B, showing the 
corresponding ligand molecule, side-chains and pocket volume from GR subunit B of the same GR/TIF2/FP structure. 
This figure was generated using the same methods as Figures 5A and 5B and uses the same representation and 
shading for atoms and volumes. 

[0198] Figure 7A depicts GR GR subunit A, and shows FP, selected side-chains from the protein in the GR/FP/TIF2 
structure and a semi-transparent surface enclosing the "extra volume" that is available in the GR/FP ligand binding 
pocket but not in the GR/Dex ligand binding pocket. This "extra" volume is essentially the volume depicted in Figure 
5A subtracted from the volume depicted in Figure 6A and contributes to the expanded binding pocket observed in the 
GR/TIF2/FP structure The available volumes in the structures were represented computationally by a collection of 
closely-spaced water-sized spheres. The extra volume in the GR/TIF2/FP structure was identified computationally by 
comparing these two collections of water-sized spheres, represented by a collection of closely-spaced spheres of 
radius 0.2 angstroms, and then depicted by generation of the semi-transparent surface. 

[01 99] Figure 7B depicts GR subunit B, and shows the corresponding ligand molecule, side-chains and "extra vol- 
ume" from GR subunit B. The representation and shading for atoms is the same as Figures 5A and 5B above. The 
"extra volume" is depicted by a surface generated over closely-space spheres occupying the region of the GR/TIF2/FP 
pocket (see Figures 6A and 6B), that is not available in the GR/Dex structure, (see Figures 5A and 5B). The spheres 
used for the surface calculation have a radius of 0.2 angstroms, and are arranged on a rectangular grid with a spacing 
of 0.3 angstroms. 

[0200] Figure 8A is a schematic representation of molecular interactions between the bound FP ligand and residues 
in the GR protein in subunit A. The dashed lines depict most of the significant interactions of 5.0 angstroms or less, 
although several of the less important interactions have been omitted for clarity. The propionate side-chain adopts 
different conformations in the two subunits, and the approximate conformation in subunit A is depicted schematically 
here Several side-chains in the protein adopt different conformations in the two subunits. While these side-chain 
conformations are not represented explicitly, their interactions with the ligand, and differences in these interactions in 
GR subunits A and B, are represented. 

[0201] Figure 8B is a schematic representation of molecular interactions between the found FP ligand and residues 
in the GR protein in GR subunit B. The dashed lines depict most of the significant interactions of 5.0 angstroms or less, 
although several of the less important interactions have been omitted for clarity. The propionate side-chain adopts 
different conformations in the two subunits, and the approximate conformation in GR subunit B is depicted schematically 
in Figure 8B. _ 

[0202] There are no large conformational changes of helices or loops between the FP and Dex structures, consistent 
with the observation that both ligands bound with high affinity. Instead, the larger expanded binding pocket in the FP 
structure is formed by gently pushing out helices 3, 6, 7 and 10 and the loop preceeding the AF-2 helix, which make 
up the framework of the ligand binding pocket (see Figure 4). The subtle changes in the conformation of these helices 
and loops in the FP structure, which are highlighted in Figure 4 by arrows, would be difficult to predict by modeling the 

GR/TIF2/Dex structure. lJMA1 . CQ 
[0203] The expanded binding pocket is surrounded by side chains of more than 1 0 residues, including M560, L563, 
F623 M639 Q642, M643, M646, Y735, C736, T739 and 1747. Conformations of these side chains generally favor 
formation of the larger expanded binding pocket in the FP structure. By way of example, in order to assume the observed 
positions residues Q642 and Y735 in monomer B undego a large conformational changes. Residue Q642, on the 
other hand flips out of pocket to the space that is normally occupied by Y735. The conformational changes of these 
two residues contribute to an expanded binding pocket in this LBD monomer (see Table 2). The expanded binding 
pocket in the FP structure is a feature making the present invention distinct from known GR structures (e.g. the GR/ 
TIF2/Dex structure, atomic coordinates of which are presented in Table 3) and offers several advantages for structure- 
based drug discovery over the use of the GR/TIF2/Dex structure. 

VIII.E. Generation of Easily-Solved NR Crystals 

[0204] The present invention discloses a substantially pure GR LBD polypeptide in crystalline form. In a preferred 
embodiment, exemplified in the Figures and Laboratory Examples, GRa is crystallized with a bound ligand and a bound 
co-activator peptide. Crystals can be formed from NR LBD polypeptides that are usually expressed by a cell culture, 
such as E coli Bromo- and iodo-substitutions can be included during the preparation of crystal forms and can act as 
heavy atom substitutions in GR ligands and crystals of NRs. This method can be advantageous for the phasing of the 
crystal which is a crucial, and sometimes limiting, step in solving the three-dimensional structure of a crystallized entity. 
Thus the need for generating the heavy metal derivatives traditionally employed in crystallography can be eliminated. 
After the three-dimensional structure of a NR or an NR LBD with or without a ligand and/or a co-activator bound is 
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determined, the resultant three-dimensional structure can be used in computational methods to design synthetic ligands 
for a NR and for other NR polypeptides. Further activity structure relationships can be determined through routine 
testing employing assays disclosed herein and known in the art. 

5 IX. Uses of NR Crystals and the Three-Dimensional Structure of the Ligand Binding Domain of GRa 

[0205] The solved crystal structure of the present invention is useful in the design of modulators of activity mediated 
by the glucocorticoid receptor and by other nuclear receptors. Evaluation of the available sequence data shows that 
GRa is particularly similar to MR, PR and AR. The GRa LBD has approximately 56%, 54% and 50% sequence identity 
10 to the MR, PR and AR LBDs, respectively. The GRP amino acid sequence is identical to the GRa amino acid sequence 
for residues 1-726, but the remaining 16 residues in GRp show no significant similarity to the remaining 51 residues 
in GRa. 

[0206] The present GRa X-ray structure can also be used to build models for targets where no X-ray structure is 
available, such as MR. Additionally, targets whose X-ray structures have been solved (e.g. AR and PR), do not comprise 
is an expanded binding pocket. Thus, these previously solved structures cannot be effectively employed in an attempt 
to model these structures in association with a ligand comprising a large 17a substituent. By employing a GRa X-ray 
structure of the present invention, however, such models can be generated. These generated models can aid in the 
design of compounds to selectively modulate any desired subset of GRa, MR, PR, AR and other related nuclear re- 
ceptors. 

20 [0207] Various models can be built, such as homology models and docking models. Indeed, homology models of 
AR, MR and PR form aspects of the present invention. These models incorporate the expanded binding pocket ob- 
served in the GR/TIF2/FP structure. Although a few NR structures are available, theses structures do not comprise an 
expanded binding pocket and are therefore of limited use in rational drug design. 

25 IX.A. Design and Development of NR Modulators 

[0208] The present invention, particularly the computational methods, can be used to design drugs for a variety of 
nuclear receptors, such as receptors for glucocorticoids (GRs), androgens (ARs), mineralocorticoids (MRs) and pro- 
gestins (PRs). 

30 [0209] The knowledge of the structure of the GRa ligand binding domain (LBD), an aspect of the present invention, 
provides a tool for investigating the mechanism of action of GRa and other NR polypeptides in a subject. For example, 
various computer modelleing programs, as described herein, can predict the binding of various ligand molecules to 
the LBD of GRp, or another steroid receptor or, more generally, nuclear receptor. Upon discovering that such binding 
in fact takes place, knowledge of the protein structure then allows design and synthesis of small molecules that mimic 

35 the functional binding of the ligand to the LBD of GRa, and to the LBDs of other polypeptides. This is the method of 
"rational" drug design, further described herein. 

[0210] Use of the isolated and purified GRa crystalline structure of the present invention in rational drug design is 
thus provided in accordance with the present invention. Additional rational drug design techniques are described in U. 
S. Patent Nos. 5,834,228 and 5,872,011 , incorporated herein in their entirety. 
40 [0211] Thus, in addition to the compounds described herein, other sterically similar compounds can be formulated 
to interact with the key structural regions of an NR, SR or GR in general, or of GRa in particular. The generation of a 
structural functional equivalent can be achieved by the techniques of modeling and chemical design known to those 
of skill in the art and described herein. It will be understood that all such sterically similar constructs fall within the scope 
of the present invention. 

45 

IX.A.1. Rational Drug Design 

[0212] The three-dimensional structure of a FP bound GRa is unprecedented and will greatly aid in the development 
of new synthetic ligands for NR polypeptides, such as GR agonists and antagonists, including those that bind exclusively 

so to any one of the GR subtypes. In addition, NRs are well suited to modem methods, including three-dimensional struc- 
ture elucidation and combinatorial chemistry, such as those disclosed in U.S. Patent Nos. 5,463,564, and 6,236,946 
incorporated herein by reference. Structure determination using X-ray crystallography is possible because of the sol- 
ubility properties of NRs. Computer programs that use crystallography data when practicing the present invention will 
enable the rational design of ligands to these receptors. 

55 [0213] Programs such as RASMOL (Biomolecular Structures Group, Glaxo Wellcome Research & Development 
Stevenage, Hertfordshire, UK Version 2.6, August 1995, Version 2.6.4, December 1998, © Roger Sayle 1992-1999) 
and Protein Explorer (Version 1 .87, July 3, 2001, © Eric Martz, 2001 and available online at http://www.umass.edu/ 
microbio/chime/explorer/index.htm) can be used with the atomic structural coordinates from crystals generated by 
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bind to all, or a portion of, an accessory binding site on a GR that is already binding a ligand. Similarly, non-competitive 
agonists/ligands that bind to and modulate GR LBD activity, whether or not it is bound to another chemical entity, and 
partial agonists and antagonists can be designed using the GR LBD structure coordinates of this invention. 
[0220] A second design approach is to probe an NR or an NR LBD (preferably a GRa or GRa LBD) crystal with 
molecules comprising a variety of different chemical entities to determine optimal sites for interaction between candidate 
NR or NR LBD modulators and the polypeptide. For example, high resolution X-ray diffraction data collected from 
crystals saturated with solvent allows the determination of the site where each type of solvent molecule adheres. Small 
molecules that bind tightly to those sites can then be designed and synthesized and tested for their NR modulator 
activity. Representative designs are also disclosed in published PCT application WO 99/26966. 
[0221] Once a computationally-designed ligand is synthesized using the methods of the present invention or other 
methods known to those of skill in the art, assays can be used to establish its efficacy of the ligand as a modulator of 
NR (preferably GRa) activity. After such assays, the ligands can be further refined by generating intact NR or NR LBD 
crystals with a ligand and/or a co-activator peptide bound to the LBD. The structure of the ligand can then be further 
refined using the chemical modification methods described herein and known to those of skill in the art, in order to 
improve the modulation activity or the binding affinity of the ligand. This process can lead to second generation ligands 
with improved properties. 

[0222] Ligands also can be selected that modulate NR responsive gene transcription by the method of altering the 
interaction of co-activators and co-repressors with their cognate NR. For example, agonistic ligands can be selected 
that block or dissociate a co-repressor from interacting with a GR, and/or that promote binding or association of a co- 
activator. Antagonistic ligands can be selected that block co-activator interaction and/or promote co-repressor inter- 
action with a target receptor. Selection can be done via binding assays that screen for designed ligands having the 
desired modulatory properties. Preferably, interactions of a GRa polypeptide are targeted. A suitable assay for screen- 
ing that can be employed, mutatis mutandis in the present invention, as described in Oberfield et at. , (1 999) Proc. Natl. 
Acad. Set. U. S. A. 96(1 1 ): 61 02-6, incorporated herein in its entirety by reference. Other examples of suitable screening 
assays for GR function include an in vitro peptide binding assay representing ligand-induced interaction with coactivator 
(Zhou et al. , (1998) Mol. Endocrinol. 12: 1594-1604; Parks et al. , (1999) Science 284: 1365-1368) or a cell-based 
reporter assay related to transcription from a GRE (see Jenkins etal. , (2001 ) Trends Endocrinol. Metab. 1 2: 1 22-1 26) 
or a cell-based reporter assay related to repression of genes driven via NF-kB (DeBosscher et al. , (2000) Proc. Natl. 
Acad. Sci. U. S. A. 97: 3919-3924). 

IX.A.3. Methods of Designing NR LBD Modulator Compounds 

[0223] Knowledge of the three-dimensional structure of the GR LBD complex of the present invention can facilitate 
a general model for modulator (e.g. agonist, partial agonist, antagonist and partial antagonist) design. Other ligand- 
receptor complexes belonging to the nuclear receptor superfamily can have a ligand binding pocket similar to that of 
GR and therefore the present invention can be employed in agonist/antagonist design for other members of the nuclear 
receptor superfamily and the steroid receptor subfamily. Examples of suitable receptors include those of the NR su- 
perfamily and those of the SR and TR subfamilies. 

[0224] The design of candidate substances, also referred to as "compounds" or "candidate compounds", that aug- 
40 ment or inhibit NR LBD-mediated activity according to the present invention generally involves consideration of two 
factors. First, the compound must be capable of physically and structurally associating with a NR LBD. Non-covalent 
molecular interactions important in the association of a NR LBD with its substrate include hydrogen bonding, van der 
Waals interactions and hydrophobic interactions. 

[0225] The interaction between an atom of a LBD amino acid and an atom of an LBD ligand can be made by any 
45 force or attraction described in nature. Usually the interaction between the atom of the amino acid and the ligand will 
be the result of a hydrogen bonding interaction, charge interaction, hydrophobic interaction, van der Waals interaction 
or dipole interaction. In the case of the hydrophobic interaction it is recognized that this is not a per se interaction 
between the amino acid and ligand, but rather the usual result, in part, of the repulsion of water or other hydrophilic 
group from a hydrophobic surface. Reducing or enhancing the interaction of the LBD and a ligand can be measured 
so by calculating or testing binding energies, computationally or using thermodynamic or kinetic methods as known in the 
art. 

[0226] Second, the compound must be able to assume a conformation that allows it to associate with a NR LBD. 
Although certain portions of the compound might not directly participate in this association with a NR LBD, those 
portions can still influence the overall conformation of the molecule. This, in turn, can have a significant impact on 
55 potency. Such conformational requirements include the overall three-dimensional structure and orientation of the chem- 
ical entity or compound in relation to all or a portion of the binding site, e.g., the ligand binding pocket or an accessory 
binding site of a NR LBD, or the spacing between functional groups of a compound comprising several chemical entities 
that directly interact with a NR LBD. 
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[0227] Chemicalmodifica«onsw«^ 

STlBD ligand. Altering a degree of ^^^SSSSS^ preferab?, introduced at C C-H, and 
of a LBD binding pocket with an activate doma,n rt C ^. m X^ tructure that remains the same after modificat.on is 
ton positions in a ligand ,s pad of «,e. gand jjjjj^ ^ fe ^ An H or 

o^ro^ 

[0228] The potential modulatory or bind.ng effect of a ^"J^^ e loy the coordinates of a crystalline 
actua synthesis and testing by the use of ^2tSglU^ suggests insufficient 

be minimized or avoided. wmnniin d of a NR LBD polypeptide (preferably a GRa LBD) can be compu- 

[0229] A modulatory or other b.ndmg oonjjdrfi NR lbu p yp p ^ ^ ^ ^ se- 

asonally evaluated and designed viaa "J^JgJ™ ^ther area of a crystalline GR« LBD po.ypept.de of 
iected for their ability to associate w.th an nd.v.dual b'^g Jte ^ ^ 

the present invention and to interact w,th at0 ms of the interacting amino acids are usuaily 

[0230] Interacting amino acids form.ng ^f^^JS Generally these distances are determined by computer 
L^ngstromsawayfrom^ Academic Press, New York) 

as discussed herein and by McRee QfcRea 0 993) pnrftraM model .s ma de. More commonly, the atoms 
nowever distances can be determined manually ^^ ^^s apart. A ligand can also interact with distant 
of the ligand and the atoms of interacting arn.no ^^^ZT g J. Distant amino acids are generally not ,n 

ligand to be part of a pocket or surface of the b.ndmg cavrty for thejf ^ t0 associate with 

TO231] A variety of methods can be used to screen » ^n « es LBD SUC h as ligand binding pocket or an 
[ an NR LBD and, more particularly, with ^^^J^SSS^Z example, the ligand binding pocket on a 
accessory binding site. This process can begin ^^"PJ^erted . Tables M1 as described herein. Selected 
computer screen based on the GRa LBD atomic ^^^^ l6ami or docked, within an individual bind.ng 
Lgmentsorcnemicalent^ using s0 «ware programs such as those 

site of a GRa LBD as defined herein above. Docking can oe California United States of America) and SYB- 
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5C II iv^iu^i^- 

rei „n 17 (Goodford (1985) J. Med. Cnem. 28:849-57), which is available from Mo.ecu.ar 
1. GRID™ program, version 17 (laoogroru, \iao^ * 

Discovery Ltd., Oxford, UK; nj h |s avai | ab le from Accelrys of San Diego, 

2 MCSS™ program f Mimnkar&Karplus , (1 991 ) Protons 1 1 .a <»), 

California, United States of America; g ^ js avaMable from the Scripps 

3 AUTODOCK™ 3.0 program <Goodsell&msen, I 

Research Institute, La Jo.la, CM W ^76^69-88), which is available from the University of 

4 DOCK™ 4.0 program (KuntzetaL, (1 992) J. Mol. tsioi. i o i .^o ;, 
California, San Francisco, California Un^ 

5 FLEX-X™ program (See, Rareyetal. , (1 996) J- Compui. ma. 
,nc, St. Louis, 

6 MVP program ( Lambert , (1 997) in Practical app< o^osv and 

7 LUDI™ program (Bohm, (iaa^) j. " 
Diego, California, United States of America. 
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the three-dimensional image displayed on a computer screen in relation to the structure coordinates of a GRa LBD. 
Manual model building using software such as QUANTA™ or SYBYL™ typically follows. 

[0234] Useful programs to aid one of ordinary skill in the art in connecting the individual chemical entities or fragments 
include: 

5 

1. CAVEAT™ program (Bartlett et al. , (1989) Special Pub., Royal Chem. Soc. 78:182-96), which is available from 
the University of California, Berkeley, California, United States of America; 

2. 3D Database systems, such as MACCS-3D™ system program, which is available from MDL Information Sys- 
tems, San Leandro, California, United States of America. This area is reviewed in Martin, (1992) J. Med. Chem. 

10 35:21 45-54; and 

3. HOOK™ program (Eisen et al. , (1994). Proteins 19:199-221), which is available from Accelrys of San Diego, 
California, United States of America. 

[0235] Instead of proceeding to build a GR LBD modulator (preferably a GRa LBD modulator) in a step-wise fashion 
is one fragment or chemical entity at a time as described above, modulatory or other binding compounds can be designed 
as a whole or de novo using the structural coordinates of a crystalline GRa LBD polypeptide of the present invention 
and either an empty binding site or optionally including some portion(s) of a known modulator(s). Applicable methods 
can employ the following software programs: 

20 1. LUDI™ program (Bohm, (1992) J. Comput Aid. Mol. Des. 6:61-78), which is available from Accelrys of San 

Diego, California, United States of America; 

2. LEGEND™ program (Nishibata & Itai , (1991) Tetrahedron 47 :8985); and 

3. LEAPFROG™, which is available from Tripos Associates, St. Louis, Missouri, United States of America. 

25 [0236] Other molecular modeling techniques can also be employed in accordance with this invention. See, e.g. , 
Cohen etal. , (1990) J. Med. Chem. 33: 883-94. See also, Navia & Murcko , (1992) Curr. Opin. Struc. Biol. 2: 202-10; 
U.S. Patent No. 6,008,033, herein incorporated by reference. 

[0237] Once a compound has been designed or selected by the above methods, the efficiency with which that com- 
pound can bind to a NR LBD can be tested and optimized by computational evaluation. By way of particular example, 

30 a compound that has been designed or selected to function as a NR LBD modulator should also preferably traverse 
a volume not overlapping that occupied by the binding site when it is bound to its native ligand. Additionally, an effective 
NR LBD modulator should preferably demonstrate a relatively small difference in energy between its bound and free 
states (i.e., a small deformation energy of binding). Thus, the most efficient NR LBD modulators should preferably be 
designed with a deformation energy of binding of not greater than about 1 0 kcal/mole, and preferably, not greater than 

35 7 kcal/mole. It is possible for NR LBD modulators to interact with the polypeptide in more than one conformation that 
is similar in overall binding energy. In those cases, the deformation energy of binding is taken to be the difference 
between the energy of the free compound and the average energy of the conformations observed when the modulator 
binds to the polypeptide. 

[0238] A compound designed or selected as binding to an NR polypeptide (preferably a GRa LBD polypeptide) can 
40 be further computationally optimized so that in its bound state it would preferably lack repulsive electrostatic interaction 
with the target polypeptide. Such non-complementary (e.g., electrostatic) interactions include repulsive charge-charge, 
dipole-dipole and charge-dipole interactions. Specifically, the sum of all electrostatic interactions between the modulator 
and the polypeptide when the modulator is bound to an NR LBD preferably make a neutral or favorable contribution 
to the enthalpy of binding. 

45 [0239] Specific computer software is available in the art to evaluate compound deformation energy and electrostatic 
interaction. Examples of programs designed for such uses include: 

1. Gaussian 98™, which is available from Gaussian, Inc., Pittsburgh, Pennsylvania, United States of America; 

2. AMBER™ program, version 6.0, which is available from the University of California at San Francisco, San 
50 Francisco, California, United States of America; 

3. QUANTA™ program, which is available from Accelrys of San Diego, California, United States of America; 

4. CHARMm® program, which is available from Accelrys of San Diego, California, United States of America; and 

5. Insight II® program, which is available from Accelrys of San Diego, California, United States of America. 

55 [0240] These programs can be implemented using a suitable computer system. Other hardware systems and soft- 
ware packages will be apparent to those skilled in the art after review of the disclosure of the present invention presented 
herein. 

[0241] Once an NR LBD modulating compound has been optimally selected or designed, as described above, sub- 
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stitutions can then be made in some of its atoms or side groups in order to improve or modify its binding properties. 
Generally, initial substitutions are conservative, i.e., the replacement group will have approximately the same size, 
shape, hydrophobicity and charge as the original group. It should, of course, be understood that components known 
in the art to alter conformation are preferably avoided. Such substituted chemical compounds can then be analyzed 
for efficiency of fit to an NR LBD binding site using the same computer-based approaches described in detail above. 

IX.B. Design of Modulators Based on the Expanded Binding Pocket of GR Observed in the GR/FP/TIF2 Structure 

[0242] The GR/FP/TIF2 expanded binding pocket described herein can be employed to explain a significant amount 
of the SAR in the non-steroidal class of compounds for these receptors. Additional insight into the SAR of the steroidal 
class of glucocorticoids can also be obtained using these models derived from the GR/FP/TIF2 crystal structure. 
[0243] The expanded binding pocket of GR can also be employed in the design of novel steroidal and non-steroidal 
glucocorticoids. For example, de novo design of these ligands can be carried out in the context of the crystal structure 
using both intuition, manual processing of compounds, or various de novo drug design programs such as LUDI™ 
(Accelrys Inc., San Diego, California, United States of America) and LEAPFROG™ (Tripos Inc., St. Louis, Missouri, 
United States of America), as discussed herein. 

[0244] The GR/FP/TIF2 crystal structure (particularly the region comprising additional volume seen in the binding 
pocket of the GR/TIF2/FP structure, which contributes to the expanded binding pocket) can be further employed to 
construct quantitative structure-activity relationship (QSAR) models through the crystal structure or combination of the 
crystal structure, calculated molecular descriptors, or calculated properties of the crystal structure such as those derived 
from molecular mechanics (MM) calculations. 

[0245] Thus, the region comprising additional volume seen in the binding pocket of the GR/TIF2/FP structure can 
be used in various capacities to explain the SAR of various binders of these proteins, to design de novo high affinity 
ligands, to predict the binding affinities or functional activity based on a QSAR model, or to electronically screen small 
to large collections of compounds at high-throughput. 

[0246] As an example of the utility of the expanded binding pocket in modeling non-steroidal glucocorticoids, a dock- 
ing model study was performed. The study involved the benzoxazin-1-one compound (Schering AG, Berlin, Germany; 
the compound is described in published PCT patent application WO 02/10143, incorporated herein by reference), 
which has the IUPAC name 4-(5-fluoro-2-hydroxyphenyl)-2-hydroxy-4-methyl-2-trifluoromethyl-pentanoic acid (4-me- 
thyl-1-oxo-1 H-benzo[d][1 ,2]oxazine-6-yl)-amide and the chemical structure: 



O 




F 



In one aspect of the present invention, this compound was modeled in the GR active site; the process and results of 
this modeling is presented hereinbelow in Example 6. Before the disclosure of the present invention, attempts to model 
this compound into the GR binding pocket were unsuccessful. Thus through the discovery of the expanded binding 
pocket, which forms another aspect of the present invention, a viable binding mode of this compound has been pro- 
posed. 

[0247] In a further example, the non-steroidal compound A-222977 was modeled in the GR active site (see Laboratory 
Example 9). A-222977 has the IUPAC name 10-methoxy-2,2,4-trimethyl-5-(3-methylsulfonylmethoxyphenyl)-2,5-dihy- 
dro-1H-6-oxa-1-azachrysene and the chemical structure: 
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15 IX.C. Homology Modeling of Nuclear Receptors Using the GR/FP/TIF2 Crystal Structure 



[0248] In yet another aspect of the present invention, the GR/FP structure disclosed herein can form a basis for 
generating homology models of other nuclear receptors. Homology modeling of a target protein generally involves the 
incremental substitution of amino acids of a related template protein in the attempt to produce a model of the target 

20 protein structure. This exercise assumes the template and target proteins to be related in their overall three-dimensional 
shape. This assumption is supported by other factors including similarity in primary amino acid sequence, receptor 
family membership, etc. A goal of creating a homology model can be, but need not be, to capture all of the detail usually 
found in a crystal structure. Preferably at least those essential portions of the protein's structure that are essential to 
describing its functional activity, small molecule binding properties, and other characteristics are considered. Therefore, 

25 to validate the utility of a homology model, it is preferable to infer from the model some explanation of experimentally 
observed data and/or information about the target protein, such as its binding affinities for various small molecules. 
Also, as further evidence relating a target protein's properties to its structure is acquired, it is possible to continue to 
refine various aspects of the homology model to account for this information. Thus, as more information is gathered 
and further experiments are conducted on the target protein, the homology model continues to improve and reflect the 

30 target protein's true functional nature. 

[0249] For purposes of illustration, the generation of homology models of AR and PR based on a GR/FP/TIF2 struc- 
ture of the present invention are discussed (see also Laboratory Examples 6-8). In the cases of AR and PR, crystal 
structures of these proteins have been determined previously for each of their respective natural steroidal ligands, 
dihydrotestosterone (DHT) (Sack et al. , (2001) Proc. Natl. AcadSci. 98:4904-4909.) and progesterone (PG) (Willams 

35 & Sigler , (1998) Nature 393:392-396), and the steroidal compound R1881 (Matias et al. , (2000) J. Biol. Chem. 275: 
26164-26171). Although these crystal structures account for aspects of the steroidal structure activity relationships 
(SAR) among these receptors, the structures fail to account for the SAR of the non-steroidal compounds that are known 
to bind either or both AR and PR. For example, in the case of AR, bicalutamide (N-[4-cyano-3-(trifluoromethyl)phenyl]- 
3-[(4-fluorophenyl)sulfonyl]-2-hydroxy-2-methylpropanamide) (U.S. Patent No. 4,636,505 and Tucker et al. , (1988) J. 

to Med. Chem. 31 :954), a known, non-steroidal antagonist, binds AR with high-affinity, but this activity has not, and indeed 
cannot, be explained in the context of the AR crystal structures. Bicalutamide has the the IUPAC name /V-(4-cyano- 
3-trifluoromethylphenyl)-3-(4-fluoroben2enesulfonyl)-2-hydroxy-2-methylpropionamide and the chemical structure: 



45 



50 




55 



Similarly, RWJ-60130 (U.S. Patent No. 5,684,151; Palmer et al. , (2001) J. Steroid. Biochem. Mol. Biol. 75:33-42), a 
known, potent, non-steroidal agonist, binds PR with a high-affinity, but, as with AR and bicalutamide, its activity has 
not and cannot be explained in the context of the PR crystal structures. RWJ-60130 has the IUPAC name 3-(4-chloro- 
3-trifluoromethylphenyl)-1-(4-iodobenzensulfonyl)-6-methyl-1,4,5 } 6-tetrahydropyridazine and the chemical structure: 
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In both cases, the inexplicability of the compounds' high affinity is related to the size of the compounds; these non- 
steroidal ligands are simply too large to fit in the ligand binding pockets as depicted in the AR and PR crystal structures. 
[0250] With the solution of a GR/FP/TIF2 crystal structure and the appearance of an expanded binding pocket as 
provided by the present invention, construction of AR and PR (and other NR) homology models that explain the SAR 
of these large, potent binders became possible. Also, given the high sequence identity in the LBD of GR to AR (50%) 
and PR (54%) and receptor family similarity (as depicted hereinabove), a similar expanded binding pocket is expected 
to materialize in AR and PR under appropriate conditions. Thus, the construction of AR and PR homology models 
bound with bicalutamide and RWJ-60130, respectively, can be undertaken using the crystal structure of GR bound 

with FP and a TIF2 peptide. . 
[0251 ] It is noted that prior to the disclosure of the present invention, accurate AR, MR and PR homology and docking 
models could not be generated. Although structures for AR, MR and PR have been published, these structures do not 
account for the expanded binding pocket observed in the present GRyTIF2/FP structure. The presence of the expanded 
binding pocket is useful in explaining the observed binding of ligands to NRs. Models that do not include the expanded 
binding pocket cannot adequately explain observed binding modes. Therefore, models generated employing previous 
known NR structures that do not include the expanded binding pocket are incomplete and are not the best represen- 
tation of the NR structures for which the models were generated. Moreover, models lacking the expanded binding 
pocket are not the best models to employ in the rational design of NR modulators. 

[0252] Thus, in one embodiment, a data structure embodied in a computer-readable medium is provided. Preferably, 
the data structure comprises: a first data field containing data representing spatial coordinates of an NR LBD comprising 
an expanded binding pocket, wherein the first data field is derived by combining at least a part of a second data field 
with at least a part of a third data field, and wherein (a) the second data field contains data representing spatial coor- 
dinates of the atoms comprising a GR LBD comprising an expanded binding pocket in complex with a ligand; and (b) 
the third data field contains data representing spatial coordinates of the atoms comprising a NR LBD. 

1X.C.1. Applications of NR Homology Models 

[0253] The NR (and particularly AR, MR and PR) homology models described herein can be employed to explain a 
majority of the SAR in the non-steroidal class of compounds for these receptors. Additional insight into the SAR of the 
steroidal class of compounds for NRs, such as AR and PR can also be obtained using these models. 
[0254] These models can be employed in the design of novel steroidal and non-steroidal ligands for NRs (e.g. AR, 
MR and PR). For example, de novo design of NR ligands can be carried out in the context of these homology models 
using both intuition, manual processing of compounds, or various de novo drug design programs such as LUDI™ 
(Accelrys Inc., San Diego, California United States of America) and LEAPFROG™ (Tripos Inc., St. Louis, Missouri, 
United States of America). 

[0255] The models can be used to construct quantitative structure-activity relationship (QSAR) models solely through 
the homology models or through the combination of the models, calculated molecular descriptors, or calculated prop- 
erties of the homology models such as those derived from molecular mechanics (MM) calculations. 
[0256] Thus, the homology models of the present invention can be employed in various capacities to explain the 
SAR of various binders of these proteins, de novo design of high affinity ligands, predict the binding affinities or func- 
tional activity based on a QSAR model, or electronically high-throughput screen small to large collections of compounds. 

IX.C.2. Method of Forming a Homology Model of an NR 

[0257] In one aspect of the present invention a method of forming a homology model of an NR is disclosed. In a 
preferred embodiment, the method comprises: (a) providing a template amino acid sequence comprising a GR complex 
comprising a large pocket volume as disclosed herein; (b) providing a target NR amino acid sequence; (c) aligning the 
target sequence and the template sequence to form a homology model. Preferably, the template amino acid comprises 
the LBD of GRot in complex with a co-activator peptide and fluticasone propionate. 

[0258] This preferred method is best illustrated by way of specific example, namely the construction of an AR ho- 
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mology model. Those of ordinary skill in the art will appreciate that although the method is presented in the context of 
generating an AR homology model, the method can be employed mutatis mutandis to generate homology models for 
any NR. 

[0259] In the formulation of an AR homology model based on the GR/FP/TIF2 structure of the present invention, 
5 sequence alignments of the AR and GR LBDs can be initially obtained using the alignment algorithm implemented in 
MVP (Lambert , (1997) in Practical Application of Computer- Aided Drug Design (Charifson, ed.) f Marcel Dekker, New 
York, New York, United States of America, pp 243-303). Target NRs that can be characterized in terms of atomic 
coordinates are especially preferred, due to the relative ease of manipulation. In this specific example of the preferred 
method, the GR LBD, which is more preferably derived from the GR/FP/TIF2 structure disclosed herein, is the template 
w amino acid sequence. The AR amino acid sequence is the target NR amino acid sequence in this example. 

[0260] After three-dimensional alignment and coordinate translation of the GR/FP crystal structure into a standard 
orientation using MVP, a desired subunit can be selected for use in the homology model. For example, the second 
subunit of the GR/FP/TIF2 structure can be selected when constructing an AR homology model. Throughout the proc- 
ess of building a homology model, the Homology package in the INSIGHTII program (Accelrys Inc., San Diego, Cali- 
fs fomia, United States of America) or a similar computer software package can be used to visualize the proteins, extract 
the LBD sequences, manually align the sequences, transform the amino acid residues, manually manipulate the amino 
acid sidechain conformers, and export the three-dimensional coordinates in appropriate file formats. 
[0261] A desired subunit (e.g. the second subunit of the GR/FP/TIF2 structure) can be loaded into the display area 
of INSIGHTII along with the target NR structure (e.g. the AR/DHT structure) for comparison purposes. Following any 
20 desired comparison, the Homology package can be used to extract the template and target (e.g. the GR and AR, 
respectively) primary amino acid sequences. The sequences are preferably extracted from crystal structure coordinate 
files, although a target NR amino acid sequence can also be manually built and manipulated. If desired, the sequences 
can then be manually aligned using Homology and by comparison with those alignments obtained using the MVP 
program. 

25 [0262] Next, a transformation of the amino acid residues can be performed. A desired transformation can be carried 
out and initial three-dimensional coordinates of the NR homology model can be assigned using the AssignCoods 
method in the Homology modeling package or another suitable software package. When assigning coordinates to an 
NR in a homology model, corresponding residues in a template sequence can be employed. For example, when as- 
signing the coordinates of residues I672-K883 in the AR homology model, the corresponding coordinates of residues 

30 T531-D742 in the GR/FP crystal structure were used. Additionally, when assigning the coordinates of residues 
M886-H917 in the AR homology model, the corresponding coordinates of residues K744-H775 in the GR/FP/TIF2 
crystal structure were used. Finally, when assigning the coordinates of residues S884-H885 in the AR homology model, 
the corresponding coordinates from the AR/DHT crystal structure were used. 

[0263] Following transformation and assignment of coordinates in an NR homology model, it might be desirable to 
35 manually manipulate the homology model. Desired manual modifications of amino acid side chain conformers can be 
carried out after comparing the conformations of corresponding residues in the initial homology model and the crystal 
structure of the target sequence. 

[0264] Table 4 presents the three-dimensional coordinates of AR in complex with bicalutamide obtained from homol- 
ogy modeling of the crystal structure coordinates of GRa in complex with FP, as derived from the disclosed method. 
to Table 5 presents the three-dimensional coordinates of PR in Complex with RWJ-601 30 obtained from homology mod- 
eling of the crystal structure coordinates of GRa in complex with FP. 

IX.C.3. Method of Modeling the Interaction Between an NR and a Ligand 

45 [0265] In another aspect of the present invention, a method of modeling an interaction between an NR and a non- 
steroid ligand is provided. In a preferred embodiment, the method comprises: (a) providing a homology model of a 
target NR generated using a GR complex that comprises an expanded binding pocket as disclosed herein; (b) providing 
coordinates of a non-steroid ligand; (c) docking the non-steroid ligand with homology model to form a NR/ligand model; 
and (d) optimizing the geometry of the NR/ligand model, whereby an interaction between an NR and a non-steroid 

50 ligand is modeled. 

[0266] As noted, a GR complex that comprises an expanded binding pocket as disclosed herein can be employed 
to model an interaction between an NR and a ligand. In the following section, a preferred method of modeling an 
interaction between an NR and a ligand is presented by way of specific example, namely modeling an interaction 
between PR and the ligand RWJ-601 30. Those of ordinary skill in the art will appreciate that although the method is 
55 presented in the context of modeling an interaction between a PR and RWJ-601 30, the method can be employed 
mutatis mutandis to model an interaction between any NR and a ligand. 

[0267] First, a homology model can be constructed. Construction of such a model can be achieved by employing 
the method disclosed in detail in section IX.C.2. hereinabove. Although the precise steps of forming a homology model 
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[0269] Next, any desired ligand conformers ^I^T^SSSmb in MVP and optimized using the 

Ling, for example, the DOCK module of INSIGHT ••aj^JJ ^ ^ can comprise a computational 
docked into the homology model and evaluated ^r goodness of m. e best ^ conformer 

analysis of the «igand-NR structure or ,t can be V^^X^bW. the NR. Continuing with the PR/RWJ- 
is taken as representative of the conformatton ^^^^^ int0 the initial PR homology model and 
60130 complex example, each of the resulting con,o ;^ in 7 co h n 7 0 ^ e 0 RW J-60 13 0. 
the best-fitting conformer is selected as the ^^^S'^^i is modified as desired, for example to 
[0271] After docking of the best-fitting conf orrnennt Hhe NR th c W tQ ^ examp|e 

correct residue numbering. MVP can be '^T^S^SSnZ the identica. coordinate reference frame 
* MK^S^^ 1 of OR and PR are employed to correct the 

employed to perform the optimization '«"*2£5S settings an^ conditions for the optimization will be 
is preferred for carrying out the optim.zat.on £££j^£SEit disc ,osure. By way of specific example, 
known to those of ordinary skill in the art upon carried ou , using CVFF as implemented in 

geometry optimization of the PR/RWJ-OOt 30 ^SESS atoms contained in RWJ-601 30 

MVP, as noted above. All atoms in the <^J£^££^£^ within 6 angstroms of any atom in 

complex with FP. 
, ^M^thodofpes^ 

[0274] .nyetanothe r embodimen t of^epre r t~ 

using a homology model is disclosed. In a J^H! £S» comprising a large pocket volume; (b) 

between an NR and a non-steroid ligand using the structure of a GF c°™P P efficiency; (c) modifying 

binding efficiency. The disclosed method [ be appl.ed to W" H - „ d „ moae , e d using the structure 

can b. otooeteh u*g M steps «sok»ecl ^J?^ 1 "*"^ . evMe d h oroar to awnVne a lira! 

« Tor mora parameter that d.scriMd I sspKts « "J"*?"*, of the n«vst..okl «9»"o is mooHiao to lorn 
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binding efficiency of the ligand to the NR. The modification(s) is preferably performed using a suitable software package. 
Modules of software packages INSIGHTII and/or MVP can be employed to accomplish any desired modification(s). 
The modification(s) can take any of a variety of forms, for example functional groups can be replaced and bond angles 
can be altered. 

5 [0278] Then, an interaction between the modified ligand and the NR can be modeled. Again, the interaction can be 
modeled using the steps disclosed hereinabove and in section IX.C.3. 

[0279] Finally, the interaction between the NR and the modified ligand is evaluated to determine a second binding 
efficiency. As described above, software programs can be employed to calculate various binding parameters and bind- 
ing parameters. A quantitative assessment of a second binding efficiency is preferred. 
10 [0280] Lastly, the above steps are repeated a desired number of times if the second binding efficiency is less than 
the first binding efficiency. By performing multiple iterations of the above method, a non-steroid ligand can be designed 
using a GR complex comprising a large pocket volume in accordance with the present invention. 

IX.D. Method of Screening for Chemical and Biological Modulators of the Biological Activity of an NR 

15 

[0281] A candidate substance identified according to a screening assay of the present invention has an ability to 
modulate the biological activity of an NR or an NR LBD polypeptide. In a preferred embodiment, such a candidate 
compound can have utility in the treatment of disorders and/or conditions and/or biological events associated with the 
biological activity of an NR or an NR LBD polypeptide, including transcription modulation. 

20 [0282] In a cell-free system, the method preferably comprises the steps of establishing a control system comprising 
a GRa polypeptide and a ligand which is capable of binding to the polypeptide; establishing a test system comprising 
a GRa polypeptide, the ligand, and a candidate compound; and determining whether the candidate compound mod- 
ulates the activity of the polypeptide by comparison of the test and control systems. A representative ligand can com- 
prise fluticasone propionate or other small molecule, and in this embodiment, the biological activity or property screened 

25 can include binding affinity or transcription regulation. The GRa polypeptide can be in soluble or crystalline form. 

[0283] In another embodiment of the invention, a soluble or a crystalline form of a GRa polypeptide or a catalytic or 
immunogenic fragment or oligopeptide thereof, can be used for screening libraries of compounds in any of a variety 
of drug screening techniques. The fragment employed in such a screening can be affixed to a solid support. The 
formation of binding complexes, between a soluble or a crystalline GRa polypeptide and the agent being tested, will 

30 be detected. In a preferred embodiment, the soluble or crystalline GRa polypeptide has an amino acid sequence of 
any of SEQ ID NOs: 2 and 4. When a GRa LBD polypeptide is employed, a preferred embodiment includes a soluble 
or a crystalline GRa polypeptide having the amino acid sequence of any of SEQ ID NOs: 6 and 8. 
[0284] Another technique for drug screening which can be used provides for high throughput screening of compounds 
having suitable binding affinity to the protein of interest as described in published PCT application WO 84/03564, herein 

35 incorporated by reference. In this method, as applied to a soluble or crystalline polypeptide of the present invention, 
large numbers of different small test compounds are synthesized on a solid substrate, such as plastic pins or some 
other surface. The test compounds are reacted with the soluble or crystalline polypeptide, or fragments thereof. Bound 
polypeptide is then detected by methods known to those of skill in the art. The soluble or crystalline polypeptide can 
also be placed directly onto plates for use in the aforementioned drug screening techniques. 

^0 [0285] In yet another embodiment, a method of screening for a modulator of an NR or an NR LBD polypeptide 
comprises: providing a library of test samples; contacting a soluble or a crystalline form of an NR or a soluble or 
crystalline form of an NR LBD polypeptide with each test sample; detecting an interaction between a test sample and 
a soluble or a crystalline form of an NR or a soluble or a crystalline form of an NR LBD polypeptide; identifying a test 
sample that interacts with a soluble or a crystalline form of an NR or a soluble or a crystalline form of an NR LBD 

45 polypeptide; and isolating a test sample that interacts with a soluble or a crystalline form of an NR or a soluble or a 
crystalline form of an NR LBD polypeptide. 

[0286] In each of the foregoing embodiments, an interaction can be detected spectrophotometrically, radiologically, 
colorimetrically or immunologically. An interaction between a soluble or a crystalline form of an NR or a soluble or a 
crystalline form of an NR LBD polypeptide and a test sample can also be quantified using methodology known to those 
50 of skill in the art. 

[0287] In accordance with the present invention there is also provided a rapid and high throughput screening method 
that relies on the methods described above. This screening method comprises separately contacting each of a plurality 
of substantially identical samples with a soluble or a crystalline form of an NR or a soluble or a crystalline form of an 
NR LBD and detecting a resulting binding complex. In such a screening method the plurality of samples preferably 
55 comprises more than about 1 0 4 samples, or more preferably comprises more than about 5 x 1 0 4 samples. 

[0288] In another embodiment, a method for identifying a substance that modulates GR LBD function is also provided. 
In a preferred embodiment, the method comprises: (a) isolating a GR polypeptide of the present invention; (b) exposing 
the isolated GR polypeptide to a plurality of substances; (c) assaying binding of a substance to the isolated G R polypep- 
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tide; and (d) selecting a substance that demonstrates specific binding to the isolated GR LBD polypeptide. By the term 
"exposing the GR polypeptide to a plurality of substances", it is meant both in pools and as mutiple samples of "discrete" 
pure substances. 

IX. E. Method of Identifying Compounds Which Inhibit Ligand Binding 

[0289] In one aspect of the present invention, an assay method for identifying a compound that inhibits binding of a 
ligand to an NR polypeptide is disclosed. A ligand, such as fluticasone propionate (which associates with at least GR), 
can be employed in the assay method as the ligand against which the inhibition by a test compound is gauged. In the 
following discussion of Section IX.E., it will be understood that although GR is used as an example, the method is 
equally applicable to any of NR polypeptide. The method comprises (a) incubating a GR polypeptide with a ligand in 
the presence of a test inhibitor compound; (b) determining an amount of ligand that is bound to the GR polypeptide, 
wherein decreased binding of ligand to the GR polypeptide in the presence of the test inhibitor compound relative to 
binding in the absence of the test inhibitor compound is indicative of inhibition; and (c) identifying the test compound 
as an inhibitor of ligand binding if decreased ligand binding is observed. Preferably, the ligand is fluticasone propionate. 
[0290] In another aspect of the present invention, the disclosed assay method can be used in the structural refinement 
of candidate GR inhibitors. For example, multiple rounds of optimization can be followed by gradual structural changes 
in a strategy of inhibitor design. A strategy such as this is facilitated by the disclosure of the atomic coordinates of a 
GR complex in accordance with the present invention. 

X. Design, Preparation and Structural Analysis of Additional NR Polypeptides and NR LBD Mutants and Structural 
Equivalents ' " ~ ""~ 

[0291] The present invention provides for the generation of NR polypeptides and NR (preferably GRa and GRa LBD 
mutants), and the ability to solve the crystal structures of those that crystallize. Thus, an aspect of the present invention 
involves the use of both targeted and random mutagenesis of the GR gene for the production of a recombinant protein 
with improved or desired characteristics for the purpose of crystallization, characterization of biologically relevant pro- 
tein-protein interactions, and compound screening assays, or for the production of a recombinant protein having another 
desirable characteristic(s). Polypeptide products produced by the methods of the present invention are also disclosed 
herein. 

[0292] The structure coordinates of a NR LBD provided in accordance with the present invention also facilitate the 
identification of related proteins or enzymes analogous to GRa in function, structure or both, (for example, a GRP) 
which can lead to novel therapeutic modes for treating or preventing a range of disease states. More particularly, 
through the provision of the mutagenesis approaches as well as the three-dimensional structure of a GRa LBD dis- 
closed herein, desirable sites for mutation are identified. 

X.A. Design and Preparation of Sterically Similar Compounds 

[0293] A further aspect of the present invention is that sterically similar compounds can be formulated to mimic the 
key portions of an NR LBD structure. Such compounds are functional equivalents. The generation of a structural func- 
tional equivalent can be achieved by the techniques of modeling and chemical design known to those of skill in the art 
and described herein. Modeling and chemical design of NR and NR LBD structural equivalents can be based on the 
structure coordinates of a crystalline GRa LBD polypeptide of the present invention. It will be understood that all such 
sterically similar constructs fall within the scope of the present invention. 

X.B. Design and Preparation of NR Polypeptides 

[0294] The generation of chimeric GR polypeptides is also an aspect of the present invention. Such a chimeric 
polypeptide can comprise an NR LBD polypeptide or a portion of an NR LBD, (e.g. a GRa LBD) that is fused to a 
candidate polypeptide or a suitable region of the candidate polypeptide, for example GRp. Throughout the present 
disclosure it is intended that the term "mutant" encompass not only mutants of an NR LBD polypeptide but chimeric 
proteins generated using an NR LBD as well. It is thus intended that the following discussion of mutant NR LBDs apply 
mutatis mutandis to chimeric NR polypeptides and NR LBD polypeptides and to structural equivalents thereof. 
[0295] In accordance with the present invention, a mutation can be directed to a particular site or combination of 
sites of a wild-type NR LBD. For example, an accessory binding site or the binding pocket can be chosen for muta- 
genesis. Similarly, a residue having a location on, at or near the surface of the polypeptide can be replaced, resulting 
in an altered surface charge of one or more charge units, as compared to the wild-type NR and NR LBDs. Alternatively, 
an amino acid residue in an NR or an NR LBD can be chosen for replacement based on its hydrophific or hydrophobic 



42 



EP1 375 517 A1 



characteristics. 

[0296] Such mutants can be characterized by any one of several different properties, i.e. a "desired" or "predeter- 
mined" characteristic as compared with the wild type NR LBD. For example, such mutants can have an altered surface 
charge of one or more charge units, or can have an increase in overall stability. Other mutants can have altered substrate 

5 specificity in comparison with, or a higher specific activity than, a wild-type NR or an NR LBD. 

[0297] NR and NR LBD mutants of the present invention can be generated in a number of ways. For example, the 
wild-type sequence of an NR or an NR LBD can be mutated at those sites identified using this invention as desirable 
for mutation, by means of oligonucleotide-directed mutagenesis or other conventional methods, such as deletion. Al- 
ternatively, mutants of an NR or an NR LBD can be generated by the site-specific replacement of a particular amino 

10 acid with an unnaturally occurring amino acid. In addition, NR or NR LBD mutants can be generated through replace- 
ment of an amino acid residue, for example, a particular cysteine or methionine residue, with selenocysteine or se- 
lenomethionine. This can be achieved by growing a host organism capable of expressing either the wild-type or mutant 
polypeptide on a growth medium depleted of either natural cysteine or methionine (or both) but enriched in seleno- 
cysteine or selenomethionine (or both). 

15 [0298] As disclosed in the Examples presented below, mutations can be introduced into a DNA sequence coding for 
a NR or an NR LBD using synthetic oligonucleotides. These oligonucleotides contain nucleotide sequences flanking 
the desired mutation sites. Mutations can be generated in the full-length DNA sequence of a NR or an NR LBD or in 
any sequence coding for polypeptide fragments of an NR or an NR LBD. 

[0299] According to the present invention, a mutated NR or NR LBD DNA sequence produced by the methods de- 
20 scribed above, or any alternative methods known in the art, can be expressed using an expression vector. An expression 
vector, as is well known to those of skill in the art, typically includes elements that permit autonomous replication in a 
host cell independent of the host genome, and one or more phenotypic markers for selection purposes. Either prior to 
or after insertion of the DNA sequences surrounding the desired NR or NR LBD mutant coding sequence, an expression 
vector also will include control sequences encoding a promoter, operator, ribosome binding site, translation initiation 
25 signal, and, optionally, a repressor gene or various activator genes and a signal for termination. In some embodiments, 
where secretion of the produced mutant is desired, nucleotides encoding a "signal sequence" can be inserted prior to 
an NR or an NR LBD mutant coding sequence. For expression under the direction of the control sequences, a desired 
DNA sequence must be operatively linked to the control sequences; that is, the sequence must have an appropriate 
start signal in front of the DNA sequence encoding the NR or NR LBD mutant, and the correct reading frame to permit 
30 expression of that sequence under the control of the control sequences and production of the desired product encoded 
by that NR or NR LBD sequence must be maintained. 

[0300] After a review of the disclosure of the present invention presented herein, any of a wide variety of well-known 
available expression vectors can be useful to express a mutated coding sequence of this invention. These include for 
example, vectors consisting of segments of chromosomal, non-chromosomal and synthetic DNA sequences, such as 

35 various known derivatives of SV40, known bacterial plasmids, e.g., plasmids from E. coli including col E1, pCR1, 
pBR322, pMB9 and their derivatives, wider host range plasmids, e.g., RP4, phage DNAs, e.g., the numerous derivatives 
of phage A, e.g., NM 989, and other DNA phages, e.g., M13 and filamentous single stranded DNA phages, yeast 
plasmids and vectors derived from combinations of plasmids and phage DNAs, such as plasmids which have been 
modified to employ phage DNA or other expression control sequences. In the preferred embodiments of this invention, 
vectors amenable to expression in a pET-based expression system are employed. The pET expression system is 
available from Novagen/lnvitrogen, Inc. of Carlsbad, California. Expression and screening of a polypeptide of the 
present invention in bacteria, preferably E. coli, is a preferred aspect of the present invention. 
[0301] In addition, any of a wide variety of expression control sequences-sequences that control the expression of 
a DNA sequence when operatively linked to it-can be used in these vectors to express the mutated DNA sequences 

45 according to this invention. Such useful expression control sequences, include, for example, the early and late pro- 
moters of S V40 for animal cells, the lac system, the tip system the TAC or TRC system, the major operator and promoter 
regions of phage X, the control regions of fd coat protein, all for E. coli, the promoter for 3-phosphoglycerate kinase or 
other glycolytic enzymes, the promoters of acid phosphatase, e.g., Pho5, the promoters of the yeast a-mating factors 
for yeast, and other sequences known to control the expression of genes of prokaryotic or eukaryotic cells or their 

so viruses, and various combinations thereof. 

[0302] A wide variety of hosts are also useful for producing mutated NR, SR or GR and NR, SR or GR LBD polypep- 
tides according to this invention. These hosts include, for example, bacteria, such as E. coli. Bacillus and Streptomyces, 
fungi, such as yeasts, and animal cells, such as CHO and COS-1 cells, plant cells, insect cells, such as SF9 cells, and 
transgenic host cells. Expression and screening of a polypeptide of the present invention in bacteria, preferably E. coli, 

55 is a preferred aspect of the present invention. 

[0303] It should be understood that not all expression vectors and expression systems function in the same way to 
express mutated DNA sequences of this invention, and to produce modified NR, SR or GR and NR, SR or GR LBD 
polypeptides or NR, SR or GR or NR, SR or GR LBD mutants. Neither do all hosts function equally well with the same 
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sequence to identify one or more residues in the test NR sequence that are more or less hydrophilic than a correspond- 
ing residue in the reference NR polypeptide sequence; and (c) mutating the residue in the test NR polypeptide sequence 
identified in step (b) to a residue having a different hydrophilicity, whereby the solubility of the test NR polypeptide is 
altered. 

5 [0312] By the term "altering" it is meant any change in the solubility of the test NR polypeptide, including preferably 
a change to make the polypeptide more soluble. Such approaches to obtain soluble proteins for crystallization studies 
have been successfully demonstrated in the case of HIV integration intergrase and the human leptin cytokine. See 
Dyda et al. , (1994) Science 266:1 981 -86; and Zhang et a). , (1997) Nature 387:206-209. 

[0313] Typically, such a change involves substituting a residue that is more hydrophilic than the wild type residue. 
10 Hydrophobicity and hydrophilicity criteria and comparision information are set forth herein below. Optionally, the refer- 
ence NR polypeptide sequence is an AR or a PR sequence, and the test polypeptide sequence is a GR polypeptide 
sequence. Alternatively, the reference polypeptide sequence is a crystalline GR LBD. The comparing of step (b) is 
preferably by sequence alignment. More preferably, the screening is carried out in bacteria, even more preferably, in 
E. coli. 

15 [0314] A method for modifying a test NR polypeptide to alter and preferably improve the solubility, stability in solution 
and other solution behavior, to alter and preferably improve the folding and stability of the folded structure, and to alter 
and preferably improve the ability to form ordered crystals is also provided in accordance with the present invention. 
The aforementioned characteristics are representative "desired" or "predetermined characteristics or phenotypes. 
[0315] In a preferred embodiment, the method comprises: (a) providing a test NR polypeptide sequence for which 

20 the solubility, stability in solution, other solution behavior, tendency to fold properly, ability to form ordered crystals, or 
combination thereof is different from that desired; (b) aligning the test NR polypeptide sequence with the sequences 
of other reference NR polypeptides for which the X-ray structure is available and for which the solution properties, 
folding behavior and crystallization properties are closer to those desired; (c) building a three-dimensional model for 
the test NR polypeptide using the three-dimensional coordinates of the X-ray structure(s) of one or more of the reference 

25 polypeptides and their sequence alignment with the test NR polypetide sequence; (d) optionally, optimizing the side- 
chain conformations in the three-dimensional model by generating many alternative side-chain conformations, refining 
by energy minimization, and selecting side-chain conformations with lower energy; (e) examining the three-dimensional 
model for the test NR graphically for lipophilic side-chains that are exposed to solvent, for clusters of two or more 
lipophilic side-chains exposed to solvent, for lipophilic pockets and clefts on the surface of the protein model, and in 

30 particular for sites on the surface of the protein model that are more lipophilic than the corresponding sites on the 
structure(s) of the reference NR polypeptide(s); (f) for each residue identified in step (e), mutating the amino acid to 
an amino acid with different hydrophilicity, and usually to a more hydrophilic amino acid, whereby the exposed lipophilic 
sites are reduced, and the solution properties improved; (g) examining the three-dimensional model graphically at each 
site where the amino acid in the test NR polypeptide is different from the amino acid at the corresponding position in 

35 the reference NR polypeptide, and checking whether the amino acid in the test NR polypeptide makes favorable inter- 
actions with the atoms that lie around it in the three-dimensional model, considering the side-chain conformations 
predicted in steps (c) and, optionally step (d), as well as likely alternative conformations of the side-chains, and also 
considering the possible presence of water molecules (for this analysis, an amino acid is considered to make "favorable 
interactions with the atoms that lie around it" if these interactions are more favorable than the interactions that would 

40 be obtained if it was replaced by any of the 19 other naturally-occurring amino acids); (h) for each residue identified 
in step (g) as not making favorable interactions with the atoms that lie around it, mutating the residue to another amino 
acid that could make better interactions with the atoms that lie around it, thereby promoting the tendency for the test 
NR polypeptide to fold into a stable structure with improved solution properties, less tendency to unfold, and greater 
tendency to form ordered crystals; (i) examining the three-dimensional model graphically at each residue position 

^5 where the amino acid in the test NR polypeptide is different from the amino acid at the corresponding position in the 
reference NR polypeptide, and checking whether the steric packing, hydrogen bonding and other energetic interactions 
could be improved by mutating that residue or any one or more of the surrounding residues lying within 8 angstroms 
in the three-dimensional model; (j) for each residue position identified in step (i) as potentially allowing an improvement 
in the packing, hydrogen bonding and energetic interactions, mutating those residues individually or in combination to 

50 residues that could improve the packing, hydrogen bonding and energetic interactions, thereby promoting the tendency 
for the test NR polypeptide to fold into a stable structure with improved solution properties, less tendency to unfold, 
and greater tendency to form ordered crystals. 

[031 6] By the term "graphically" it is meant through the use of computer aided graphics, such by the use of a software 
package disclosed herein above. Optionally, in this embodiment, the reference NR polypeptide is AR, or PR, when the 
55 test NR polypeptide is GRct. Alternatively, the reference NR polypeptide is GRot, and the test NR polypeptide is pref- 
erably GRp, AR, PR or MR. 

[0317] An isolated GR polypeptide comprising a mutation in a ligand binding domain, wherein the mutation alters 
the solubility of the ligand binding domain, is also disclosed. An isolated GR polypeptide, or functional portion thereof, 
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having one or more mutations comprising a substitution of a hydrophobic amino acid residue by , » hydrophilie ; amino 
acid residue in a ligand binding domain is also disclosed. Preferably in each case the mUat-on amb.jt.Mrt. 
selected from the group consisting of V552, W557, F602, L636, Y648, W712, L741 , L535, V538, C638 M691 V702 
RS?660 L685 9 M69 P 1 , V702, W1 2, L733, Y764 and combinations thereoi 

from he qroup consisting of V552K, W557S, F602S, F602D, F602E, F602Y, F602T, F602N, F602C, L636E, Y648Q 
W7^2S L741RT535T ?538S, C638S, M691T, V702T, W712T and combinations thereof. Even more preferably, the 
^onTmadelyla^eted point or randomizing mutagenesis. Hydrophobic^ and hyrdrophi.icity cntena and com- 

55" be transiated from its mBNA ^^T^ZZ^Z 

) ATG codon (Yudt & C idlowski , (2001 ) Molec. Endocrinol. 1 5: 1 093-1 1 03). This codon codes for methionine a position 
g^ ^ftomWiP« «°n produces a slightly smaller protein. These two ^re 
gene, are referred to as GR-A and GR-B. .t has been shown in a cellular system that the shorter GR-B form ,s mo e 
effective in initiating transcription from a GRE compared to GR-A. Additionally, another form of GR. called QRp , « 
Iduced by an afternative splicing event. The GRB protein differs from GRa at the very C-term.nus, where the final 
5 s i acids are replacedwith a 1 5 amino acid segment. These two isoforms are 100% I ^**«™a*6 
727. No sequence similarity exists between GRa and GRp at the C-term.nus beyond posit ^ ^ GR P^" 
shown to be a dominant negative regulator of GRa-mediated gene transcription (Oakjey, etat, (1 996) J. B,ol. Chem 
271 9550 ?9559 I « has been suggested that some of the tissue specific effects observed with glucocorticoid treatment 
may I pa b 1 to *e presence of varying amounts of isoform in certain cell-types. This method , > also ; applicable 
o to any other subfamily so organized. Thus, while the amino acid residue numbers referenced above pertain to GR-A 
he polypeptides of the present invention also have a mutation at an analogous position in any polypeptide based on 
r^nce Sment (such as prepared by BLAST or other approach disclosed herein or known in the art) to GRa, 

which are not forth herein for convenience. _, qH Mn , nR . "MR mutant" and 

103191 As used in the following discussion, the terms "engineered NR , "engineered NR LDB , NR mutant , ana 

. NR LBD^nutanf" refers to polypeptides having amino acid sequences that contain at .east one motion ,r .the 

type sequence including at an analogous position in any polypeptide based on a sequence ahgnmen to GRa. The 
Zslte refe to NR and NR LBD polypeptides which are capable of exerting a biological effect ,n that they comprise 
a^r a part of the° ^ino acid sequence of an engineered mutant polypeptide of the present invention or cross-react 
witf a^lT'aL against an engineered mutant polypeptide, or retain all or some or an enhanced degree of he 

jq k iolooSVacti^of the engineered mutant amino acid sequence or protein. Such biological activity can include the 
blnSg ol small molecules in general, the binding of g.ucocorticoids in particular and even more particularly the b.ndmg 

ItoT^heters "engineered NR LBD" and "NR LBD mutant" also includes analogs of an engineered NR polypeptide 
or NR LBD mutant polypeptide By "analog" is intended that a DNA or polypeptide sequence can contain alterations 

ss *2 f herein, yet retain a„ or some or an enhanced degree of the biological activity o 
hose sequences Analogs can be derived from genomic nucleotide sequences or from other organisms or can be 

Those of skill in the art will appreciate that other analogs, as yet undisclosed or undiscovered 
cant used to design and/or construct mutant analogs. There is no need for an ^^^S^Ji 
comprise all or substantially all of the amino acid sequence of the w.ld type polypeptide (e.g. SEQ ID NOs. 2 4 6 (and 

40 ^Shorter or longer sequences are anticipated to be of use in the invention; shorter sequences are here.n referred to 
as "segmente" Thusf tte terms "engineered NR LBD" and "NR LBD mutant" also includes fusion chimeric or recom- 
Ln^engineerec I NR LBD or NR LBD mutant polypeptides and proteins comprising sequences of the present inven- 
tion. Methods of preparing such proteins are disclosed herein above. 

45 X.D. Sequence Similarity and Identity 

[0321] As used herein, the term "substantially similar" as applied to GR means that a particular ^enc^aries 
from nucleic acid sequence of any of SEQ ID NOs: 1 , 3, 5, or 7, or the amino acid sequence of any of SEQ ID NOs 
from nuc e.cac q V substitutions , or additions , the net effect of which is to reta.n at east som o 

so bloToaica activity of the natural gene, gene product, or sequence. Such sequences include "mutant" or polymorphic 
sLquences^ Sequences in whfch the biological activity and/orthe physical properties are altered to some degree but 
SZSStSie or an enhanced degree of the original biological activity and/or physical properties. In deterrmn.ng 
udeic a £ ^ equences, all subject nucleic acid sequences capable of encoding substantia,* similar _«jno ; aad se- 
quences are considered to be substantially similar to a reference nucleic acid sequence, regardless of drfferences .n 

ss codon sequences or substitution of equivalent amino acids to create biologically functional equivalents. 
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X.D.1 . Sequences That are Substantially Identical to an Engineered NR or NR LBD Mutant Sequence of the Present 
Invention 

[0322] Nucleic acids that are substantially identical to a nucleic acid sequence of an engineered NR or NR LBD 

5 mutant of the present invention, e.g. allelic variants, genetically altered versions of the gene, etc., bind to an engineered 
NR or NR LBD mutant sequence under stringent hybridization conditions. By using probes, particularly labeled probes 
of DNA sequences, one can isolate homologous or related genes. The source of homologous genes can be any species, 
e.g. primate species; rodents, such as rats and mice, canines, felines, bovines, equines, yeast, nematodes, etc. 
[0323] Between mammalian species, e.g. human and mouse, homologs have substantial sequence similarity, i.e. at 

10 least 75% sequence identity between nucleotide sequences. Sequence similarity is calculated based on a reference 
sequence, which can be a subset of a larger sequence, such as a conserved motif, coding region, flanking region, etc. 
A reference sequence will usually be at least about 18 nt long, more usually at least about 30 nt long, and can extend 
to the complete sequence that is being compared. Algorithms for sequence analysis are known in the art, such as 
BLAST, described in Altschuiet al. , (1 990) J. MoL Biol. 21 5:403-1 0. Software for performing BLAST analyses is publicly 

15 available through the National Center for Biotechnology Information (http://www.ncbi.nlm.nih.gov/). 

[0324] This algorithm involves first identifying high scoring sequence pairs (HSPs) by identifying short words of length 
W in the query sequence, which either match or satisfy some positive-valued threshold score T when aligned with a 
word of the same length in a database sequence. T is referred to as the neighborhood word score threshold. These 
initial neighborhood word hits act as seeds for initiating searches to find longer HSPs containing them. The word hits 

20 are then extended in both directions along each sequence for as far as the cumulative alignment score can be increased. 
Cumulative scores are calculated using, for nucleotide sequences, the parameters M (reward score for a pair of match- 
ing residues; always > 0) and N (penalty score for mismatching residues; always < 0). For amino acid sequences, a 
scoring matrix is used to calculate the cumulative score. Extension of the word hits in each direction are halted when 
the cumulative alignment score falls off by the quantity X from its maximum achieved value, the cumulative score goes 

25 to zero or below due to the accumulation of one or more negative-scoring residue alignments, or the end of either 
sequence is reached. The BLAST algorithm parameters W, T, and X determine the sensitivity and speed of the align- 
ment. The BLASTN program (for nucleotide sequences) uses as defaults a wordlength W=11, an expectation E=10, 
a cutoff of 100, M=5, N=-4, and a comparison of both strands. For amino acid sequences, the BLASTP program uses 
as defaults a wordlength (W) of 3, an expectation (E) of 1 0, and the BLOSUM62 scoring matrix. See Henikoff & Henikoff, 

30 (1 989) Proc. Natl. Acad. Sci. U.S.A. 89:1 091 5. 

[0325] In addition to calculating percent sequence identity, the BLAST algorithm also performs a statistical analysis 
of the similarity between two sequences. See, e.g., Karlin& Altschul , (1 993) Proc. Natl. Acad. Sci. U.S.A. 90:5873-5887. 
One measure of similarity provided by the BLAST algorithm is the smallest sum probability (P(N)), which provides an 
indication of the probability by which a match between two nucleotide or amino acid sequences would occur by chance. 

35 For example, a test nucleic acid sequence is considered similar to a reference sequence if the smallest sum probability 
in a comparison of the test nucleic acid sequence to the reference nucleic acid sequence is less than about 0.1 , more 
preferably less than about 0.01 , and most preferably less than about 0.001 . 

[0326] Percent identity or percent similarity of a DNA or peptide sequence can be determined, for example, by com- 
paring sequence information using the GAP computer program, available from the University of Wisconsin Geneticist 

to Computer Group. The GAP program utilizes the alignment method of Needleman et al. , (1970) J. Mol. Biol. 48:443, 
as revised by Smith et al. , (1981) Adv. Appl. Math. 2:482. Briefly, the GAP program defines similarity as the number 
of aligned symbols (i.e., nucleotides or amino acids) that are similar, divided by the total number of symbols in the 
shorter of the two sequences. The preferred parameters for the GAP program are the default parameters, which do 
not impose a penalty for end gaps. See , e.g. , Schwartz et al. (eds.), (1 979), Atlas of Protein Sequence and Structure, 

45 National Biomedical Research Foundation , pp. 357-358, and Gribskov et al. , (1986) Nucl. Acids. Res. 14:6745. 

[0327] The term "similarity" is contrasted with the term "identity". Similarity is defined as above; "identity", however, 
means a nucleic acid or amino acid sequence having the same amino acid at the same relative position in a given 
family member of a gene family. Homology and similarity are generally viewed as broader terms than the term identity. 
Biochemically similar amino acids, for example leucine/isoleucine or glutamate/aspartate, can be present at the same 

50 position-these are not identical per se, but are biochemically "similar." As disclosed herein, these are referred to as 
conservative differences or conservative substitutions. This differs from a conservative mutation at the DNA level, 
which changes the nucleotide sequence without making a change in the encoded amino acid, e.g. TCC to TCA, both 
of which encode serine. 

[0328] As used herein, DNA analog sequences are "substantially identical" to specific DNA sequences disclosed 
55 herein if: (a) the DNA analog sequence is derived from coding regions of the nucleic acid sequence shown in any one 
of SEQ ID NOs: 1 , 3, 5 or 7 or (b) the DNA analog sequence is capable of hybridization with DNA sequences of (a) 
under stringent conditions and which encode a biologically active GRot or GRa LBD gene product; or (c) the DNA 
sequences are degenerate as a result of alternative genetic code to the DNA analog sequences defined in (a) and/or 
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same, enhanced, or antagonistic properties. Such properties can be achieved by interaction with the normal targets 
of the protein, but this need not be the case, and the biological activity of the invention is not limited to a particular 
mechanism of action. It is thus in accordance with the present invention that various changes can be made in the amino 
acid sequence of an engineered NR or NR LBD mutant polypeptide of the present invention or its underlying nucleic 

5 acid sequence without appreciable loss of biological utility or activity. 

[0337] Biologically equivalent polypeptides, as used herein, are polypeptides in which certain, but not most or all, of 
the amino acids can be substituted. Thus, when referring to the sequence examples presented in any of SEQ ID NOs: 
1 , 3, 5 and 7, applicants envision substitution of codons that encode biologically equivalent amino acids, as described 
herein, into a sequence example of SEQ ID NOs: 1 , 3, 5 and 7, respectively. Thus, applicants are in possession of 

10 amino acid and nucleic acids sequences which include such substitutions but which are not set forth herein in their 
entirety for convenience. 

[0338] Alternatively, functionally equivalent proteins or peptides can be created via the application of recombinant 
DN A technology, in which changes in the protein structure can be engineered, based on considerations of the properties 
of the amino acids being exchanged, e.g. substitution of lie for Leu. Changes designed by man can be introduced 
15 through the application of site-directed mutagenesis techniques, e.g., to introduce improvements to the antigenicity of 
the protein or to test an engineered mutant polypeptide of the present invention in order to modulate lipid-binding or 
other activity, at the molecular level. 

[0339] Amino acid substitutions, such as those which might be employed in modifying an engineered mutant polypep- 
tide of the present invention are generally, but not necessarily, based on the relative similarity of the amino acid side- 

20 chain substituents, for example, their hydrophobicity, hydrophilicity, charge, size, and the like. An analysis of the size, 
shape and type of the amino acid side-chain substituents reveals that arginine, lysine and histidine are all positively 
charged residues; that alanine, glycine and serine are all of similar size; and that phenylalanine, tryptophan and tyrosine 
all have a generally similar shape. Therefore, based upon these considerations, arginine, lysine and histidine; alanine, 
glycine and serine; and phenylalanine, tryptophan and tyrosine; are defined herein as biologically functional equiva- 

25 lents. Those of skill in the art will appreciate other biologically functionally equivalent changes. It is implicit in the above 
discussion, however, that one of skill in the art can appreciate that a radical, rather than a conservative substitution is 
warranted in a given situation. Non-conservative substitutions in engineered mutant LBD polypeptides of the present 
invention are also an aspect of the present invention. 

[0340] In making biologically functional equivalent amino acid substitutions, the hydropathic index of amino acids 
30 can be considered. Each amino acid has been assigned a hydropathic index on the basis of their hydrophobicity and 
charge characteristics, these are: isoleucine (+ 4.5); valine (+ 4.2); leucine (+ 3.8); phenylalanine (+ 2.8); cysteine (+ 
2.5); methionine (+ 1 .9); alanine (+ 1 .8); glycine (-0.4); threonine (-0.7); serine (-0.8); tryptophan (-0.9); tyrosine (-1 .3); 
proline (-1.6); histidine (-3.2); glutamate (-3.5); glutamine (-3.5); aspartate (-3.5); asparagine (-3.5); lysine (-3.9); and 
arginine (-4.5). 

35 [0341] The importance of the hydropathic amino acid index in conferring interactive biological function on a protein 
is generally understood in the art ( Kyte & Doolittle, (1 982), J. Mol. Biol. 1 57:1 05-1 32, incorporated herein by reference). 
It is known that certain amino acids can be substituted for other amino acids having a similar hydropathic index or 
score and still retain a similar biological activity. In making changes based upon the hydropathic index, the substitution 
of amino acids whose hydropathic indices are within ±2 of the original value is preferred, those which are within ±1 of 

*o the original value are particularly preferred, and those within ±0.5 of the original value are even more particularly 
preferred. 

[0342] It is also understood in the art that the substitution of like amino acids can be made effectively on the basis 
of hydrophilicity. U.S. Patent No. 4,554,101, incorporated herein by reference, states that the greatest local average 
hydrophilicity of a protein, as governed by the hydrophilicity of its adjacent amino acids, correlates with its immuno- 

45 genicity and antigenicity, i.e. with a biological property of the protein. It is understood that an amino acid can be sub- 
stituted for another having a similar hydrophilicity value and still obtain a biologically equivalent protein. 
[0343] As detailed in U.S. Patent No. 4,554,101 , the following hydrophilicity values have been assigned to amino 
acid residues: arginine (+3.0); lysine (+ 3.0); aspartate (+ 3.0±1); glutamate (+ 3.0±1); serine (+ 0.3); asparagine (+ 
0.2); glutamine (+ 0.2); glycine (0); threonine (-0.4); proline (-0.5±1); alanine (-0.5); histidine (-0.5); cysteine (-1.0); 

50 methionine (-1 .3); valine (-1 .5); leucine (-1 .8); isoleucine (-1 .8); tyrosine (-2.3); phenylalanine (-2.5); tryptophan (-3.4). 
[0344] In making changes based upon similar hydrophilicity values, the substitution of amino acids whose hydrophilic- 
ity values are within ±2 of the original value is preferred, those which are within ±1 of the original value are particularly 
preferred, and those within ±0.5 of the original value are even more particularly preferred. 

[0345] While discussion has focused on functionally equivalent polypeptides arising from amino acid changes, it will 
55 be appreciated that these changes can be effected by alteration of the encoding DNA, taking into consideration also 
that the genetic code is degenerate and that two or more codons can code for the same amino acid. 
[0346] Thus, it will also be understood that this invention is not limited to the particular amino acid and nucleic acid 
sequences of any of SEQ ID NOs: 1-11. Recombinant vectors and isolated DNA segments can therefore variously 
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conditions, the specified antibodies bind to a particular protein and do not show significant binding to other proteins 
present in the sample. Specific binding to an antibody under such conditions can require an antibody that is selected 
for its specificity for a particular protein. For example, antibodies raised to a protein with an amino acid sequence 
encoded by any of the nucleic acid sequences of the invention can be selected to obtain antibodies specifically immu- 

5 noreactive with that protein and not with unrelated proteins. 

[0354] The use of a molecular cloning approach to generate antibodies, particularly monoclonal antibodies, and more 
particularly single chain monoclonal antibodies, are also provided. The production of single chain antibodies has been 
described in the art. See, e.g. , U.S. Patent No. 5,260,203. For this approach, combinatorial immunoglobulin phagemid 
libraries are prepared from RNA isolated from the spleen of the immunized animal, and phagemids expressing appro- 

10 priate antibodies are selected by panning on endothelial tissue. The advantages of this approach over conventional 
hybridoma techniques are that approximately 10 4 times as many antibodies can be produced and screened in a single 
round, and that new specificities are generated by heavy (H) and light (L) chain combinations in a single chain, which 
further increases the chance of finding appropriate antibodies. Thus, an antibody of the present invention, or a "deriv- 
ative" of an antibody of the present invention, pertains to a single polypeptide chain binding molecule which has binding 

15 specificity and affinity substantially similar to the binding specificity and affinity of the light and heavy chain aggregate 
variable region of an antibody described herein. 

[0355] The term "immunochemical reaction", as used herein, refers to any of a variety of immunoassay formats used 
to detect antibodies specifically bound to a particular protein, including but not limited to competitive and non-compet- 
itive assay systems using techniques such as radioimmunoassays, ELISA (enzyme linked immunosorbent assay), 

20 "sandwich" immunoassays, immunoradiometric assays, gel diffusion precipitation reactions, immunodiffusion assays, 
in situ immunoassays (e.g., using colloidal gold, enzyme or radioisotope labels), western blots, precipitation reactions, 
agglutination assays (e.g., gel agglutination assays, hemagglutination assays), complement fixation assays, immun- 
ofluorescence assays, protein A assays, and immunoelectrophoresis assays, etc. See Harlow & Lane , (1988) Anti- 
bodies: A Laboratory Manual , Cold Spring Harbor Laboratory Press, Cold Spring Harbor, New York, United States of 

25 America, for a description of immunoassay formats and conditions. 

X.F. Method for Detecting an Engineered NR or NR LBD Mutant Polypeptide or an Nucleic Acid Molecule Encoding 
the Same 

30 [0356] In another aspect of the invention, a method is provided for detecting a level of an engineered NR or NR LBD 
mutant polypeptide using an antibody that specifically recognizes an engineered NR or NR LBD mutant polypeptide, 
or portion thereof. In a preferred embodiment, biological samples from an experimental subject and a control subject 
are obtained, and an engineered NR or NR LBD mutant polypeptide is detected in each sample by immunochemical 
reaction with the antibody. More preferably, the antibody recognizes amino acids of any one of SEQ ID NOs: 2, 4, 6 

35 and 8, and is prepared according to a method of the present invention for producing such an antibody. 

[0357] In one embodiment, an antibody is used to screen a biological sample for the presence of an engineered NR 
or NR LBD mutant polypeptide. A biological sample to be screened can be a biological fluid such as extracellular or 
intracellular fluid, or a cell or tissue extract or homogenate. A biological sample can also be an isolated cell (e.g., in 
culture) or a collection of cells such as in a tissue sample or histology sample. A tissue sample can be suspended in 

40 a liquid medium or fixed onto a solid support such as a microscope slide. In accordance with a screening assay method, 
a biological sample is exposed to an antibody immunoreactive with an engineered NR or NR LBD mutant polypeptide 
whose presence is being assayed, and the formation of antibody-polypeptide complexes is detected. Techniques for 
detecting such antibody-antigen conjugates or complexes are well known in the art and include but are not limited to 
centrifugation, affinity chromatography and the like, and binding of a labeled secondary antibody to the antibody-can- 

45 didate receptor complex. 

[0358] In another aspect of the invention, a method is provided for detecting a nucleic acid molecule that encodes 
an engineered NR or NR LBD mutant polypeptide. According to the method, a biological sample having nucleic acid 
material is procured and hybridized under stringent hybridization conditions to an engineered NR or NR LBD mutant 
polypeptide-encoding nucleic acid molecule of the present invention. Such hybridization enables a nucleic acid mole- 

50 cule of the biological sample and an engineered NR or NR LBD mutant polypeptide encoding-nucleic acid molecule 
to form a detectable duplex structure. Preferably, the an engineered NR or NR LBD mutant polypeptide encoding - 
nucleic acid molecule includes some or all nucleotides of any one of SEQ ID NOs: 1 , 3, 5 and 7. It is also preferable 
that the biological sample comprises human nucleic acid material. 

55 XI. The Role of the Three-Dimensional Structure of the GRot LDB in Solving Additional NR, SR or GR Crystals 

[0359] Because polypeptides can crystallize in more than one crystal form, the structural coordinates of a GRoc LBD, 
or portions thereof, as provided by the present invention, are particularly useful in solving the structure of other crystal 
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synthesize novei classes of GR and GR LBD modulators. 
Laboratory Examples 
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scope of the invention 
i Morator y Example 1 
45 Ex pression Of a GRa Polypeptide 
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complex that was formed by expressing the GR LBD in the presence of 50 or 100 u,M FP also formed crystals. 
Laboratory Example 2 

5 Purification Of a GR LBD (521-777) F602S Polypeptide Bound to Fluticasone Propionate 

[0366] Approximately 37 g of cells were resuspended in 500 mL lysis buffer (50mM Tris pH =8.0, 1 50 mM NaCI, 2M 
urea, and 30 u.M fluticasone propionate) and lysed by passing 3 times through a Rannie APV Lab 2000 homogenizer 
(Rannie APV, Copenhagen, Denmark). The lysate was subjected to centrifugation (30 minutes, 20,000g, 4°C). The 

w cleared supernatant was filtered through coarse pre-filters and 50 mM Tris, pH= 8.0, containing 1 50 mM NaCI and 1 M 
imidazole was added to obtain a final imidazole concentration of 50mM. This lysate was loaded onto a XK-26 column 
(Pharmacia, Peapack, New Jersey) packed with Sepharose [Ni 2+ charged] chelation resin (Pharmacia, Peapack, New 
Jersey) and pre-equilibrated with lysis buffer supplemented with 50mM imidazole. Following loading, the column was 
washed to baseline absorbance with equilibration buffer. This was followed by a linear (0 to 10%) glycerol and (2M to 

15 0M) urea gradient. For elution the column was developed with a linear gradient from 50 to 500 mM imidazole in 50mM 
Tris pH =8.0, 150 mM NaCI, 1 0% glycerol and 30 p.M fluticasone proprionate. Column fractions of interest were pooled 
and 500 units of thrombin protease (Amersham Pharmacia Biotech, Piscataway, New Jersey, United States of America) 
were added for the cleavage of the fusion protein. This solution was then dialyzed against 1 liter of 50 mM Tris pH = 
8.0, 150 mM NaCI, 10% glycerol and 30 nM fluticasone proprionate for -24 hrs at 4°C. The digested protein sample 

20 was filtered and then reloaded onto a fresh (previously equilibrated) Ni ++ charged column. The cleaved GR LBD was 
collected in the flow-through fraction. The diluted protein sample was concentrated with CENTRIPREP™ 10K centrif- 
ugal filtration devices (Amicon/Millipore, Bedford, Massachusetts, United States of America) to a volume of 45ml and 
then diluted 5 fold with 50 mM Tris pH=8.0, 1 0 % glycerol, 1 0 mM DTT, 0.5 mM EDTA and 30 u.M fluticasone proprionate. 
The sample was then loaded onto a pre-equilibrated XK-26 column (Pharmacia, Peapack, New Jersey, United States 

25 of America) packed with Poros HQ resin (PerSeptive Biosystems, Framingham, Massachusetts, United States of Amer- 
ica). The cleaved GR LBD was collected in the flowthrough. The NaCI concentration was adjusted to 500mM and the 
purified protein was concentrated to ~1 5 mg/ml using the CENTRIPREP™ 10K centrifugal filtration devices and then 
frozen at -80°C. 

[0367] Figure 1 is an autoradiogram of a polyacrylamide gel summarizing the isolation of a GR mutant of the present 
30 invention. In this figure, Lane 1 contains the insoluble pellet fraction. Lane 2 contains the soluble supernatant fraction. 
Lane 3 contains pooled eluent fromtheinitial Ni 2+ column. Lane 4 contains the sample after thrombin digestion. Lane 
5 contains the flow through fraction after reload of the Ni 2+ column. Lane 6 contains the protein after anion exchange. 
The positions of molecular mass (kDa) markers are indicated on the left side of the figure. 

35 Laboratory Example 3 

Preparation of a GR/TIF2/Fluticasone Proprionate (FP) Complex 

[0368] The GR/TIF2/FP complex was prepared by adding a 1 .2-fold excess of a TIF2 peptide containing sequence 
40 of KENALLRYLLDKDD (SEQ ID NO: 9) during the buffer exchange step as described below. The above complex was 
concentrated then diluted 1:1 with a buffer containing 500 mM NH40AC, 50 mMTris, pH 8.0, 10% glycerol, 10 mM 
dithiothreitol (DTT), 0.5mM EDTA and 0.05% p-octyl-glucoside and concentrated to 1 ml. The complex was diluted 1 : 
9 with the above buffer and slowly concentrated to 7.5 mg/ml in the presence of an additional 1 .2 fold excess of a TIF2 
peptide (residues 740-753), aliquoted and stored at -80 °C. 

45 

Laboratory Example 4 

Crystallization and Data Collection 

so [0369] The GR/TIF2/FP crystals were grown at room temperature in hanging drops containing 3.0 uJ of the above 
protein-ligand solutions, and 0.5 \i\ of well buffer (60mM Bis-Tris-Propane, PH 7.5-8.5, and 1 .5-1 .7 M magnesium 
sulfate). Crystals appeared overnight and continuously grew to a size of up to 300 microns within several weeks. Before 
data collection, crystals were flash frozen in liquid nitrogen. 

[0370] The GR/TIF2/FP crystals formed in the P6 1 space group, with a = b = 127.656 A, c = 87.725 A, a = p =90°, 
55 and y =120°. Each asymmetry unit contains two molecules of the GR LBD with 58% of solvent content. Data were 
collected using a MAR165 CCD detector at the 17BM of the Advanced Photon Source (APS) of Argonne National 
Laboratory in Chicago, Illinois, United States of America. The observed reflections were reduced, merged and scaled 
with DENZO and SCALEPACK in the HKL2000 package (Otwinowski et al. , (1 993) in Proceedings of the CCP4 Study 
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Weekend: Data 



Collection and Processing. (Sawyer etaL, eds), pp. 56-62, SERC Daresbury Laboratory, England). 



Laboratory Example 5 

Structure Determination and Refinement 

F03711 A model of GR/TIF2/FP complex was built based on the crystal structure of a GR/TIF2/dexamethasone com- 
Pi S! coordinates of the Dex structure are presented in Table 3). This mode, was use ,n , molecular 
Scelnrsearch with the CCP4 AmoRe program (Collaborative Computational ^^^toS* 
i Acta Crvst A50 - 1 57-1 63) to determine the initial structure solutions. The calculated phase from the molecular 

averaging as implemented in the CCP4 dm program, and produced a clear map for the GR LBD the TIF2 peptide ^nd 
the dexamethasone Model building proceeded by employing the QUANTA software (Accelrys Inc., San D.ego Cah 
torn? UnTed States of America), and refinement continued by employing the CNX software (Accelrys Inc. San Diego 

CaTi^^ 

rebuilding. The statistics of the structure are summanzed in Table 1 . 
Laboratory Example 6 

Construction of a Docking Model for t h « Comoonund Benzoxazin-1 -one Using a GR/FPn"IF2 Structure 

F03721 The second subunit of the GR structure was selected as the initial crystal structure in which to model the 
Sa^-lSTe^Sound and loaded into the display area of INSIGHTI. (Accelrys Inc., San D.ego, Ca fom.a 
UnTedT^es of America) As a reference, the crystal structure of the bound FP molecule in that subunit was loaded 

m TnlaSlatTs of the benzoxazin-1 -one were generated using CONCORD v4.0.4 (Tripos Inc St Lou* 
SSuri, uld States of America). Conformers of the initial benzoxazin-1 -one geome, 

GROW algorithm available in MVP and optimized using CVFF as implemented .n MVP (L^m^ (1997) in PjjjaJ 
ADDHcation of r.^m miter-Aided Drug Design (Charifson, ed.), Marcel Dekker, New York, New York United States of 
SrteTpp 243-303). Each of the Lulling conformers were then hand-docked into the GR crystal structure and the 
best-fitting conformer was selected as the proposed binding conformation of the ' bem0 ^l^_ 
[0374] The initial GR/benzoxazin-1 -one docking model complex was exported from the INS JGHTIh ^arej the 
dentical coordinate reference frame as the GR/FP crystal structure. Geometry optimization of the GR/benzoxazin 
^omSx was carried out using CVFF as implemented in MVP. All atoms in the complex remained fixed .n space 
SptrSos^ ZoZZS^^LnzoJ^ -one and the initial GR structure that were within 6 angstroms of 

XaCntn^ 

o STndSS the benzoxazin-1 -one. Geometry optimization of the protein-ligand complex was earned out using 
1 coniuga^rgradient method as implemented in MVP and with a convergence criteria of a 0.1 change ,n the gradient 

a dockingmode. of a GR LBD with the benzoxazine-1-one Ngand generated as described 
hereinabove Figure 10 depicts various interactions formed between the benzoxaz.n-1 -one ligand and GR residues 
SSS^bl^pockBt .ntermolecular distances are indicated in the figure. Figure 11 depicts *e docking 
iZil -one ligand with the GR binding pocket. The docking model comprises an expanded binding pocket, 
which as Fiaure 11 shows, accommodates the p-fluorophenoilc side chain of the ligand. 

m B a depiction of the overlay of the GR/Dex crystal structure (grey) with the ^benzoxazm-1 -one 
mode (whi?e) comparing the geometries of the ligands and the relative locations of the amino aadad ^har* that 
rnmno^p the GR expanded binding pocket. Conformational differences between four residues (M560, M639, W642 
an7w735) a-S Se addi onaf volume of the expanded binding pocket. This added volume provides additional 
soaceSe binding pocket and allows the large ^fluorophenol group of the Sobering compounds to extend beyond 
me de^Sne 9 D -ring and into this region. This added volume is observed in the GR/benzoxaz,n-1-one mode. 

hut is not observed in the GR/Dex structure. . 

?037^ Tab!e 6 presents a subset of atomic coordinates of GRa in complex with benzoxaz,n-1-one obtained from 

modeling of the crystal structure of GRa in complex with FP. 
Laboratory Example 7 

Construction of an AR Homology Mo d el Bound with Bicalutamide Using a GR/FPmF2 Structure 

[0378] A preferred method of constructing an NR homology model using a GR/TIF2/FP structure of the present 



54 



EP1 375 517 A1 



invention is disclosed. This method is illustrated by way of specific example, namely the construction of an AR homology 
model. Those of ordinary skill in the art will appreciate that although the method is presented in the context of generating 
an AR homology model, the method can be employed mutatis mutandis to generate homology models for all NRs. 
[0379] In the formulation of an AR homology model based on the GR/TIF2/FP structure of the present invention, 

5 sequence alignments of the AR and GR LBDs were initially obtained using the alignment algorithm implemented in 
MVP (Lambert , (1997) in Practical Application of Computer-Aided Drug Design (Charifson, ed.), Marcel Dekker, New 
York, New York, United States of America, pp. 243-303). After three-dimensional alignment and coordinate translation 
of the GR/TIF2/FP crystal structure into a standard orientation using MVP, the second subunit of the GR/TIF2/FP 
structure was chosen for the AR homology model. Throughout the building the homology model, the Homology package 

10 in the INSIGHTII program (Accelrys Inc., San Diego, California, United States of America) was used to visualize the 
proteins, extract the LBD sequences, manually align the sequences, transform the amino acid residues, manually 
manipulate the amino acid sidechain conformers, and export the three-dimensional coordinates in appropriate file 
formats. 

[0380] The second subunit of the GR/TIF2/FP structure was loaded into the display area of INSIGHTII along with 
15 the AR/DHT structure for comparison purposes. Using the Homology package, the GR/TIF2/FP and AR/DHT primary 
amino acid sequences were extracted from the crystal structures. The sequences were then manually aligned using 
Homology and by comparison with those alignments obtained using the MVP program. 

[0381] The transformation of the amino acid residues was carried out and initial three-dimensional coordinates of 
the AR homology model were assigned using the AssignCoods method in the Homology modeling package. In assign- 
ee ing the coordinates of residues I672-K883 in the AR model, the corresponding coordinates of residues T531 -D742 in 
the GR/TIF2/FP crystal structure were used. In assigning the coordinates of residues M886-H917 in the AR model, 
the corresponding coordinates of residues K744-H775 in the GR/TIF2/FP crystal structure were used. For the coordi- 
nates of residues S884-H885 in the AR model, the corresponding coordinates from the AR/DHT crystal structure were 
used. Manual modifications of amino acid side chain conformers were carried out after comparing the conformations 
25 of corresponding residues in the initial AR homology model and the AR/DHT crystal structure. The conformations of 
the following AR model residues were modified based on these comparisons: L880, M895, F697, K777, T877, and 
Q711. 

[0382] Initial coordinates of bicalutamide were generated using CONCORD v4.0.4 (Tripos Inc., St. Louis, Missouri, 
United States of America). Conformers of the initial bicalutamide geometry were generated using the GROW algorithm 
30 available in MVP and optimized using CVFF as implemented in MVP. Each of the resulting conformers were then hand- 
docked into the initial AR homology model, and the best-fitting conformer was selected as the proposed binding con- 
formation of bicalutamide. 

[0383] The initial AR/bicalutamide homology model complex was exported from INSIGHTII in the identical coordinate 
reference frame as the GR/TIF2/FP crystal structure. Using MVP and the sequence alignments of GR and AR, the 

35 residue numbering of the initial AR model was corrected. 

[0384] Geometry optimization of the AR/bicalutamide homology model complex was carried out using CVFF as im- 
plemented in MVP. All atoms in the complex remained fixed in space except for those atoms contained in bicalutamide 
and the initial AR model that were within 6 angstroms of any atom in bicalutamide. The CVFF energy terms were 
calculated using only those atoms within 1 6 angstroms of (and including) bicalutamide. Geometry optimization of the 

40 protein-ligand complex was carried out using the conjugate gradient method as implemented in MVP and with a con- 
vergence criteria of a 0.1 change in the gradient. 

[0385] Figure 18A is a ribbon diagram that depicts an AR homology model formed using the GR/TIF2/FP structure 
of the present invention and the method disclosed hereinabove. The homology model comprises an expanded binding 
pocket similar to that observed in the GR/TIF2/FP structure of the present invention. The binding pocket is represented 
45 as a solid surface. By way of comparison, Figure 1 8B depicts a known AR/DHT LBD structure. This structure lacks an 
expanded binding pocket and cannot accommodate a bicalutamide ligand. 

[0386] Figure 19 depicts a docking model of an AR LBD with the bicalutamide ligand generated as described here- 
inabove. The AF2, H3, H9 aned H 1 0 helices are labeled. Figure 20 depicts an orthogonal view of the structure depicted 
in Figure 19 and shows the orientation of the ligand in the binding pocket of AR. Figure 21 , which is a stick diagram, 

so depicts various interactions formed between the bicalutamide ligand and AR residues that comprising the binding 
pocket. Intermolecular distances are indicated in the figure. Figure 21 depicts the docking of the benzoxazin-1-one 
ligand with the AR binding pocket. Figure 22 is a ribbon diagram that shows the extension of the p-fluorophenyl group 
of the bicalutamide ligand into the expanded binding pocket formed in the AR-bicalutamide model. 
[0387] Table 4 presents the atomic coordinates of AR in complex with bicalutamide obtained from homology modeling 

55 of the crystal structure coordinates of GRoc in complex with FP. 
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Laboratory Example 8 

c^n^a^^^ „ 

,3s, Asnot^aGR^FP — --p-nti— 

S an in. I S foliow-ng section, a preferred recited, any NR can be emp.oyed and 

o a PR homology model. In the following example, although «P" • "J 1 

2 « diiusston is intended to illustrate "^2^2251*0* alignment algorithm implemented 
mtno First seauence alignments of the PR and GR LBDs were GR 7n F2 /FP crystal structure into a stand- 

ard orientation using MVP, the second subunrt of GP/T 

— he second subunit of the «m«FP structure 2S^S!S?p!Ly 
r~cture for comparson pjj-jj J^^SS- were then manually aligned usmg 

maC The transformation of the amino acid ^s-dues was earned out an package , p asS(gn . 

ne PR homology model were assigned using *^^"^^Qp^^^eMn-esponding coordinates of residues 

SS^Soacids^ of the fojowing PR 

Tesidues in the inUia. ^^^ ^^ ^802, V823, NS28, M909, L726, R740. S757, 
model residues were modified based on tnese 

£E n.mbe**, .. me MM ™ mode, complex w* o.r*d out * W - £ 

accommodate the ligand RWJ-60130. on of me ligand RWJ-60130 w-th an AR 

45 T03961 Figure 24 is a ribbon diagram docking model *P™£ d the GR/T | F 2/FP structure of the presen 

LBD comprising an expanded binding pocket. The AR*^ ^ Continuing , Figure 26 is a stick model 

25 is an orthogonal view of the structure depicted " Figure* distances are indicated. 

RWJ-60i g 30 ligand forms ^.^^^^ the extension of the p-fidodo- 
Fiqure 27 is an orthogonal view of the structure depicted ^J"^* ^ AR model . A s noted, known AR models 
50 Sny^upoftheRW^^^ ^ . 

and stru'etures that lack the expand* I binding ^^J^S^ 30 obtained from homology modeling of 
ro397] Table 5 presents atomic coordinates of PR in complex w 
She crystal structure coordinates of GRa in comp.ex with FP. 
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Laboratory Example 9 

Construction of a Binding Model for A-222977 Using the GR/TIF2/FP Crystal Structure 

5 [0398] The second subunit of the GR structure was selected as the initial crystal structure in which to model A-222977 
and loaded into the display area of INSIGHTII. As a reference, the crystal structure of the bound FP molecule in that 
subunit was loaded into the same display area. 

[0399] Initial coordinates of A-222977 were generated using CONCORD v4.0.4. Conformers of the initial geometry 
were generated using the GROW algorithm available in MVP and optimized using CVFF as implemented in MVP. Each 
10 of the resulting conformers were then hand-docked into the GR crystal structure and the best-fitting conformer was 
selected as the proposed binding conformation of A-222977. 

[0400] The initial GR/A-222977 model complex was exported from INSIGHTII in the identical coordinate reference 
frame as the GR/TIF2/FP crystal structure. Geometry optimization of the GR/A-222977 complex was carried out using 
CVFF as implemented in MVP. All atoms in the complex remained fixed in space except for those atoms contained in 
15 A-222977 and the initial GR structure that were within 6 angstroms of any atom in A-222977. The CVFF energy terms 
were calculated using only those atoms within 16 angstroms of (and including) A-222977. Geometry optimization of 
the protein-ligand complex was carried out using the conjugate gradient method as implemented in MVP and with a 
convergence criteria of a 0.1 change in the gradient. 

[0401] Figure 13 is a docking model of the ligand A-222977 bound to GR. The GR is the GR/TIF2/FP structure that 
20 forms an aspect of the present invention. The model depicted in Figure 1 3 comprises the expanded binding pocket 
observed in the GR/TIF2/FP structure. Figure 15 is an orthogonal view of the structure of Figure 1 3. Figure 15 shows 
the extension of the methyl-sulfonyl-methoxyl-phenyl side chain of the A-222977 ligand into the expanded binding 
pocket formed in the GR structure. It is not possible to accurately dock the A-222977 ligand into the GR structure 
without the presence of the expanded binding pocket, due to the protrusion of the methyl-sulfonyl-methoxyl-phenyl 
25 side chain beyond the bounds of the binding pocket. Figure 14 is a stick drawing that depicts the interaction between 
the residues of the ligand binding pocket of GR, which comprises the expanded binding pocket, and the A-222977 
ligand. 

[0402] Figure 1 6 is an overlay of the GR/Dex structure with the GR/A-222977 structure. The ligands are represented 
as stick structures. Figure 16 illustrates several conformational differences between four residues (M560, M639, W642, 
30 and W735) contribute to the additional volume of the expanded binding pocket. The added volume encompassed by 
the expanded binding pocket provides additional space that allows the large methyl-sulfonyl-methoxyl-phenyl group 
of the A-222977 ligand to extend beyond the dexamethasone D-ring and into this region. Although this space is ob- 
served in the GR/A-222977 structure, it is not observed in the GR/Dex structure. 

[0403] Table 7 presents a subset of atomic coordinates of GRot in complex with A-222977 obtained from modeling 
35 of the crystal structure of GRa in complex with FP. 

Laboratory Example 1 1 

Construction of a Homology Model for MR Using a GR/TIF2/FP Structure 

40 ' ~ 

[0404] A model for the human MR LBD was built with the program MVP using the amino acid sequences of human 
MR (Genbank entry M16801.1), human GR (Genbank entry X03225.1), human PR (Genbank entry X51730.1) and 
human AR (SwissProt entry ANDRJHUMAN), together with the X-ray structures of GR bound to FP (Table 2) and PR 
bound to progesterone (Williams & Sigler, PDB entry 1 A28). The MVP program was first used to align the amino acid 

45 sequences. This alignment, Figure 17, has a single gap, occurring in the GR sequence between GR Asp742 and 
Lys743, at a position corresponding to MR Ser949, PR Ser898 and AR Ser884. This gap lies in the loop between helix- 
10 and the AF2 helix. The alignment establishes a corresponding template residue in GR for each residue in the MR 
LBD except for MR Ser949, which lies in the single gap position. The A subunit of the GR/TIF2/FP complex, Table 2, 
as was selected as the primary template for the MR model. This structure provides coordinates for GR residues 523-777. 

50 Using the residue correspondence from the sequence alignment, the MVP program generated coordinates for the 
backbone atoms of MR residues 729-948 and 950-984 by copying the corresponding coordinates in GR. The MVP 
program also copies coordinates for side-chain atoms in MR residues when the side-chain is identical to the corre- 
sponding residue in GR. Side-chains that differ from the corresponding side-chains in GR are built using standard bond 
lengths, angles and dihedral angles, but are built to adopt a confomation similar to that in GR when possible. Initially, 

55 no coordinates were generated for Ser949. Energy calculations were used to refine the side-chain conformations. The 
FP ligand was included in the energy calculations to prevent protein side-chains from moving into the volume normally 
occupied by the ligand. The protein and ligand were protonated as expected at pH 7, and modeled with the CFF91 
force field, as implemented in MVP. A grow calculation was used to generate alternative, low energy conformations for 
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the side-chains lying within 1 0A of the FP iigand. No energy refinement was applied to side-chains lying more than 
10A from the FP Iigand. The grow calculation used repeated cycles of torsional coordinate miminization on partially 
grown side-chain arrangements, followed by cartesion coordinate minimization to an RMS gradient of 0.3 kcal/A 2 . 
Backbone atoms, and side-chains that are identical in MR and GR, were held fixed during the energy calcuiatons. After 
energy refinement of the side-chains in and around the Iigand binding pocket, the helix-10/AF2 loop from PR was 
transplanted into the MR model. This transplant model was built by first superimposing the PR structure onto the GR 
and MR structures, replacing MR residues 945-950 with PR residues 894-904, renumbering these residues according 
to the MR numbering scheme, and mutating Ile947 to Arg, Gln948 to Glu, Arg950 to His and Ser953 to Lys. The entire 
model was then examined graphically within Insight-ll. Side-chain conformations were adjusted graphically as neces- 
sary to avoid overlaps. Table 11 presents the three-dimensional coordinates for the MR homology model. 
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TABLE 1 

STATISTICS OF CRYSTAL LOGRAPHIC DATA AND STRUCTURE 

Crystals 



Space Group 
Resolution (A) 
Unique Reflections ( N ) 
Completeness (%) 
l/a 

R S ym a (%) 



Refinement Statistics: 

Resolution (A) 
R factor* (%) 
R free (%) 
R.M.S.D. 
Bond Lengths (A) 
R.M.S.D. Bond 
Angles(degrees) 
Number of H 2 0 
Total Non-hydrogen 
Atoms 



GR/TIF2 in complex with Fluticasone Proprionate 



P6, 

20.0- 2.5 

28,224 

99.7 

26.8 

8.5 



10.0-2.6 

24.47 

27.49 

0.016 

2.34 

145 

4589 



R.M.S.D. is the root mean square deviation from ideal geometry. 
a R sym ^Mavg-l/|l|/ 

iSSf ind P F f ?2™o^e6 and caiculated structure factors, R free is calculated from a randomly chosen 8% of reflections that never be 
used in refinemeKd R factor is calculated for the remaining 92% of reflections. 
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TABLE 2 



5 


ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 




ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




1 


CB 


ALA 


523 


65.188 


9.713 


-17.288 


1.00 


138.77 


A 


10 


2 


C 


ALA 


523 


63.798 


1 1 .629 


-16.450 


1.00 


138.81 


A 




3 


0 


ALA 


523 


63.723 


12.079 


-15.303 


1.00 


1 39.25 


A 




4 


N 


ALA 


523 


66.269 


11.624 


-16.161 


1.00 


1 38.92 


A 




5 


CA 


ALA 


523 


65.144 


11.215 


-17.046 


1.00 


1 38.73 


A 


15 


6 


N 


THR 


524 


62.743 


11.446 


-17.237 


1.00 


1 38.36 


A 




7 


CA 


THR 


524 


61.387 


11.854 


-16.883 


1.00 


137.51 


A 




8 


CB 


THR 


524 


60.369 


11.258 


-17.876 


1.00 


1 37.43 


A 


20 


9 


OG1 


THR 


524 


60.906 


1 1 .379 


-19.190 


1.00 


1 37.90 


A 




10 


CG2 


THR 


524 


59.044 


12.033 


-17.854 


1.00 


137.31 


A 




11 


C 


THR 


524 


60.839 


11.661 


-15.489 


1.00 


136.92 


A 


25 


12 


0 


THR 


524 


61.408 


11.005 


-14.628 


1.00 


1 37.02 


A 


13 


N 


LEU 


525 


59.703 


12.304 


-15.311 


1.00 


136.09 


A 




14 


CA 


LEU 


525 


58.954 


1 2.290 


-14.094 


1.00 


134.94 


A 




15 


CB 


LEU 


525 


59.864 


12.306 


-12.838 


1.00 


1 34.72 


A 


30 


16 


CG 


LEU 


525 


60.146 


11.153 


-11.810 


1.00 


1 34.77 


A 




17 


CD1 


LEU 


525 


58.986 


10.507 


-11.287 


1.00 


134.77 


A 




18 


CD2 


LEU 


525 


60.920 


1 0.054 


-12.398 


1.00 


134.85 


A 


35 


19 


C 


LEU 


525 


58.023 


13.514 


-14.176 


1.00 


133.93 


A 


20 


O 


LEU 


525 


58.206 


14.401 


-15.010 


1.00 


134.00 


A 




21 


N 


PRO 


526 


57.023 


1 3.566 


-13.292 


1.00 


1 32.74 


A 




22 


CD 


PRO 


526 


55.931 


14.501 


-13.003 


1.00 


132.69 


A 


40 


23 


CA 


PRO 


526 


57.030 


12.420 


-12.404 


1.00 


131.51 


A 




24 


CB 


PRO 


526 


55.930 


12.705 


-11.385 


1.00 


131.91 


A 




25 


CG 


PRO 


526 


55.174 


13.816 


-11.901 


1.00 


132.44 


A 


45 


26 


C 


PRO 


526 


57.009 


1 0.986 


-12.877 


1.00 


130.00 


A 


27 


0 


PRO 


526 


57.248 


10.597 


-14.033 


1.00 


129.99 


A 




28 


N 


GLN 


527 


56.831 


1 0.220 


-11.829 


1.00 


128.09 


A 




29 


CA 


GLN 


527 


56.837 


8.807 


-11.797 


1.00 


1 25.23 


A 


50 


30 


CB 


GLN 


527 


55.643 


8.376 


-10.987 


1.00 


1 25.24 


A 




31 


CG 


GLN 


527 


55.443 


9.354 


-9.824 


1.00 


1 25.04 


A 




32 


CD 


GLN 


527 


56.752 


9.725 


-9.106 


1.00 


124.76 


A 


55 


33 


OE1 


GLN 


527 


57.722 


8.964 


-9.117 


1.00 


124.80 


A 


34 


NE2 


GLN 


527 


56.770 


10.892 


-8.461 


1.00 


124.17 


A 




35 


C 


GLN 


527 


56.986 


8.041 


-13.057 


1.00 


1 22.94 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRot IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


mm 

2 


OCC 


B 


ATOM 




71 


CD2 


LEU 


532 


55.483 


3.652 


-0.701 


1.00 


81.89 


A 




72 


C 


LEU 


532 


55.159 


6.426 


-1 .720 


1.00 


84.30 


A 


10 


73 


O 


LEU 


532 


54.047 


5.897 


-1 .757 


1.00 


85.02 


A 




74 


N 


VAL 


533 


55.338 


7.742 


-1 .743 


1.00 


82.66 


A 




75 


CA 


VAL 


533 


54.240 


8.696 


-1 .706 


1.00 


80.63 


A 


15 


76 


CB 


VAL 


533 


54.801 


10.064 


-1.381 


1.00 


79.39 


A 




77 


CG1 


VAL 


533 


55.615 


10.561 


-2.562 


1.00 


79.10 


A 




78 


CG2 


VAL 


533 


53.691 


11.005 


-1.029 


1.00 


78.78 


A 




79 


C 


VAL 


533 


53.401 


8.825 


-2.987 


1.00 


80.22 


A 


20 


80 


O 


VAL 


533 


52.344 


9.457 


-2.994 


1.00 


80.48 


A 




81 


N 


SER 


534 


53.883 


8.234 


-4.068 


1.00 


78.78 


A 




82 


CA 


SER 


534 


53.202 


8.309 


-5.353 


1.00 


77.29 


A 


25 


83 


CB 


SER 


534 


54.226 


8.107 


-6.456 


1.00 


79.18 


A 




84 


OG 


SER 


534 


53.604 


7.680 


-7.650 


1.00 


82.05 


A 




85 


C 


SER 


534 


52.180 


7.214 


-5.427 


1.00 


75.67 


A 


30 


86 


O 


SER 


534 


51.079 


7.364 


-5.959 


1.00 


75.13 


A 


87 


N 


LEU 


535 


52.615 


6.092 


-4.892 


1.00 


74.52 


A 




88 


CA 


LEU 


535 


51.854 


4.884 


-4.835 


1.00 


73.20 


A 




89 


CB 


LEU 


535 


52.783 


3.790 


-4.355 


1.00 


72.45 


A 


35 


90 


CG 


LEU 


535 


52.371 


2.441 


-4.887 


1.00 


71.93 


A 




91 


CD1 


LEU 


535 


51.281 


1.873 


-4.022 


1.00 


70.60 


A 




92 


CD2 


LEU 


535 


51.903 


2.610 


-6.308 


1.00 


72.73 


A 


40 


93 


C 


LEU 


535 


50.730 


5.105 


-3.851 


1.00 


73.41 


A 


94 


O 


LEU 


535 


49.601 


4.640 


-4.032 


1.00 


73.44 


A 




95 


N 


LEU 


536 


51.055 


5.844 


-2.804 


1.00 


73.02 


A 




96 


CA 


LEU 


536 


50.093 


6.137 


-1 .768 


1.00 


72.88 


A 


45 


97 


CB 


LEU 


536 


50.814 


6.850 


-0.629 


1.00 


71.91 


A 




98 


CG 


LEU 


536 


50.740 


6.099 


0.706 


1.00 


69.79 


A 




99 


CD1 


LEU 


536 


51.084 


4.641 


0.531 


1.00 


67.04 


A 


50 


100 


CD2 


LEU 


536 


51.681 


6.752 


1.685 


1.00 


70.08 


A 


101 


C 


LEU 


536 


48.929 


6.972 


-2.299 


1.00 


72.91 


A 




102 


O 


LEU 


536 


47.806 


6.895 


-1 .796 


1.00 


71.27 


A 




103 


N 


GLU 


537 


49.217 


7.738 


-3.348 


1.00 


74.45 


A 


55 


104 


CA 


GLU 


537 


48.268 


8.637 


-3.988 


1.00 


74.79 


A 




105 


CB 


GLU 


537 


49.044 


9.639 


-4.847 


1.00 


76.31 


A 
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35 



40 



45 



50 



55 



TABLE 2 (continued) 



ATOM 

106 
107 



108 
109 



110 
111 



112 



113 
114 



115 
116 
117 
118 



ATOM 
TYPE 

~CG 

CD 



119 
120 
121 
122 



123 
124 
125 



126 
127 



128 
129 
130 



131 



132 



133 
134 
135 



OE1 
OE2 



136 
137 
138 
139 
140 



C 
O 



N 



RESIDUE 

GLU 
GLU 



GLU 
GLU 



GLU 
GLU 



VAL 



CA 
CB 
CG1 
CG2 
C 
O 



N 
CA 
CB 
CG2 



CG1 
CD? 
C 



O 
N 



CA 
~CB 
CG 



CD 



OE1 



OE2 
C 
O 



N 
CD 
CA 
CB 
CG 



VAL 
VAL 
VAL 
VAL 
VAL 
VAL 



ILE 
ILE 
ILE 
"iLE 



ILE 
"iLE 
ILE 



ILE 
GLU 



GLU 
GLU 
GLU 



GLU 



GLU 



GLU 

GLU 

GLU 

PRO 

PRO 

PRO 

PRO 

PRO 



# 

537 
537 



537 
537 



537 
537 



538 



538 

538 

538 

538 

538 

538 

539 

539 

539 

539 



48.580 
49.645 



50.867 
49.238 



47.203 
46.055 



47.583 



46.663 

47.423 

48.767 

47.590 

45.853 

44.727 

46.417 

45.664 

46.586 

47.786 



539 
539 
539 



539 
540 



540 
540 
540 



540 
540 



540 
540 
540 
541 
541 
541 
541 
541 



47.048 
47.600 



44.676 



43.901 
44.691 



43.770 
44.092 
43.208 



43.279 
44.294 



42.309 

42.341 

42.016 

41 .480 

41.713 

40.126 

39.403 

40.335 



11.065 
12.119 



11.850 
1 3.247 
7.959 



-4.663 
-4.966 



8.404 



-4.838 



-5.310 
-4.843 



OCC 

1.00 
1.00 



1.00 



1.00 
1.00 



-4.881 



1.00 



6.889 

6.190 

5.486 

6.147 

4.010 

5.159 

4.846 

4.615 

3.608 

2.582 

2.259 



-5.521 
-6.395 
-7.509 
-7.685 
-7.178 
-5.647 
-6.033 
-4.575 
-3.854 
-3.130 
-4.001 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



B 

78.43 
80.45 



ATOM 

A 
A 



82.51 



80.91 
74.83 



75.79 



1.00 
1.00 



3.116 
2.026 



-1 .779 
-0.885 



4.212 -2.865 



3.487 -2.251 



1.00 
1.00 



74.12 

73.20 

72.76 

71.81 

72.29 

73.07 

73.83 

73.33 

74.29 



73.38 
72.86 



73.08 
72.35 



1.00 



5.536 
6.223 



7.730 

8.584 

8.199 

8.501 

7.597 

5.984 

6.288 

5.397 

4.622 

5.182 

4.466 

4.536 



-2.725 
-1.810 
-1 .758 
-0.829 
0.649 
1.311 
1.157 
-2.309 
-3.462 
■1 .464 
-0.233 
-1 .970 
-0.819 
0.354 



1.00 



1.00 
1.00 



1.00 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



74.46 



73.49 



76.23 
78.11 



78.20 



79.83 
80.76 
81.61 
80.13 
78.89 



79.27 



79.34 



79.21 
80.63 
79.43 
78.38 



A 
A 



A 

A 

A 

A 

A 

A 

A 

A 

A 



A 
A 



A 
A 



A 
A 



A 
A 
A 
A 
A 



A 
A 
A 
A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



A I UM 


TYPE 


ntolUUt 


# 


Y 
A 


v 
Y 






D 


A I Ulvl 


141 


C 


PRO 


541 


39.450 


6.469 


-2.371 


1.00 


82.68 


A 


142 


O 


PRO 


541 


39.811 


7.548 


-1 .892 


1.00 


82.05 


A 


143 


N 


GLU 


542 


38.494 


6.370 


-3.283 


1.00 


85.63 


A 


144 


CA 


GLU 


542 


37.803 


7.576 


-3.659 


1.00 


88.82 


A 


145 


CB 


GLU 


542 


37.681 


7.713 


-5.182 


1.00 


90.75 


A 


146 


CG 


GLU 


542 


36.797 


6.830 . 


-5.997 


1.00 


93.88 


A 


147 


CD 


GLU 


542 


36.660 


7.477 


-7.363 


1.00 


96.19 


A 


148 


OE1 


GLU 


542 


37.715 


7.811 


-7.953 


1.00 


97.39 


A 


149 


OE2 


GLU 


542 


35.523 


7.687 


-7.836 


1.00 


97.14 


A 


150 


C 


GLU 


542 


36.491 


7.641 


-2.888 


1.00 


89.50 


A 


151 


0 


GLU 


542 


35.965 


6.619 


-2.456 


1.00 


89.69 


A 


152 


N 


VAL 


543 


35.994 


8.859 


-2.684 


1.00 


90.04 


A 


153 


CA 


VAL 


543 


34.820 


9.119 


-1 .843 


1.00 


90.75 


A 


154 


CB 


VAL 


543 


34.644 


10.627 


-1.691 


1.00 


91.20 


A 


155 


CG1 


VAL 


543 


33.946 


10.911 


-0.379 


1.00 


90.59 


A 


156 


CG2 


VAL 


543 


36.004 


11.325 


-1.750 


1.00 


90.81 


A 


157 


C 


VAL 


543 


33.417 


8.509 


-2.014 


1.00 


91.22 


A 


158 


0 


VAL 


543 


32.778 


8.651 


-3.057 


1.00 


91.07 


A 


159 


N 


LEU 




32.926 


7.891 


-0.936 


1.00 


91.90 


A 


160 


CA 


LEU 


544 


31.607 


7.231 


-0.896 


1.00 


93.16 


A 


161 


CB 


LEU 


544 


31 .695 


5.928 


-0.076 


1.00 


93.10 


A 


162 


CG 


LEU 


S44 


32.356 


4.691 


-0.694 


1.00 


93.35 


A 


163 


CD1 


LEU 


544 


31.473 


3.432 


-0.558 


1.00 


93.98 


A 


164 


CD2 


LEU 


544 


32.607 


4.994 


-2.153 


1.00 


93.53 


A 


165 


C 


LEU 


544 


30.382 


8.011 


-0.378 


1.00 


94.32 


A 


166 


O 


LEU 


544 


30.268 


8.268 


0.826 


1.00 


94.86 


A 


167 


N 


TYR 


545 


29.456 


8.340 


-1.289 


1.00 


94.95 


A 


168 


CA 


TYR 


545 


28.207 


9.051 


-0.955 


1.00 


94.71 


A 


169 


CB 


TYR 


545 


27.465 


9.466 


-2.233 


1.00 


96.89 


A 


170 


CG 


TYR 


545 


28.215 


10.538 


-2.990 


1.00 


99.74 


A 


171 


CD1 


TYR 


545 


29.253 


10.210 


-3.860 


1.00 


101.09 


A 


172 


CE1 


TYR 


545 


30.049 


11.206 


-4.440 


1.00 


102.49 


A 


173 


CD2 


TYR 


545 


27.978 


11.887 


-2.732 


1.00 


101.22 


A 


174 


CE2 


TYR 


545 


28.764 


12.886 


-3.299 


1.00 


102.50 


A 


175 


CZ 


TYR 


545 


29.800 


12.540 


-4.151 


1.00 


103.07 


A 
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TABLE 2 (continued) 



BINDING DOMAINOF^GRal^ ^T- , r^fl B ATOM 



ATOM 



ATOM 
TYPE 



RESIDUE # 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



A I vJM 


Al UM 

TYPE 


HbblUUb 




X 


Y 


z 


OCC 


D 

D 


ATOM 


211 


OG 


SER 


550 


18.345 


1 5.283 


0.947 


1.00 


90.73 


A 


212 


C 


SER 


550 


15.564 


14.714 


2.123 


1.00 


89.18 


A 


213 


O 


SER 


550 


15.241 


1 5.849 


2.479 


1.00 


89.03 


A 


214 


N 


SER 


551 


14.791 


1 3.964 


1.357 


1.00 


88.84 


A 


215 


CA 


SER 


551 


13.493 


14.483 


0.995 


1.00 


89.26 


A 


216 


CB 


SER 


551 


12.878 


1 3.704 


-0.168 


1.00 


89.54 


A 


217 


OG 


SER 


551 


13.113 


12.324 


-0.037 


1.00 


91.73 


A 


218 


C 


SER 


551 


12.634 


14.390 


2.256 


1.00 


88.19 


A 


219 


O 


SER 


551 


11.603 


15.030 


2.341 


1.00 


88.72 


A 


220 


N 


VAL 


552 


13.058 


13.610 


3.250 


1.00 


87.55 


A 


221 


CA 


VAL 


552 


12.284 


13.527 


4.495 


1.00 


87.25 


A 


222 


CB 


VAL 


552 


1 1 .830 


12.070 


4.820 


1.00 


87.97 


A 


223 


CG1 


VAL 


552 


11.975 


11.175 


3.599 


1.00 


87.37 


A 


224 


CG2 


VAL 


552 


12.606 


1 1 .529 


6.003 


1.00 


87.92 


A 


225 


C 


VAL 


552 


13.094 


14.092 


5.670 


1.00 


86.73 


A 


226 


O 


VAL 


552 


14.326 


14.022 


5.676 


1.00 


86.64 


A 


227 


N 


PRO 


553 


12.410 


14.634 


6.696 


1.00 


86.61 


A 


228 


CD 


PRO 


553 


10.956 


14.803 


6.833 


1.00 


86.60 


A 


229 


CA 


PRO 


553 


13.114 


15.213 


7.850 


1.00 


87.41 


A 


230 


CB 


PRO 


553 


12.014 


15.962 


8.591 


1.00 


87.09 


A 


231 


CG 


PRO 


553 


10.807 


15.185 


8.288 


1.00 


87.29 


A 


232 


C 


PRO 


553 


13.975 


14.371 


8.786 


1.00 


87.77 


A 


233 


O 


PRO 


553 


13.570 


13.322 


9.289 


1.00 


88.30 


A 


234 


N 


ASP 


554 


15.171 


14.905 


9.019 


1.00 


67.98 


A 


235 


CA 


ASP 


554 


16.184 


14.298 


9.868 


1.00 


88.66 


A 


236 


CB 


ASP 


554 


17.364 


15.258 


10.095 


1.00 


88.19 


A 


237 


CG 


ASP 


554 


17.900 


15.894 


8.820 


1.00 


88.24 


A 


238 


OD1 


ASP 


554 


17.439 


15.598 


7.695 


1.00 


88.21 


A 


239 


OD2 


ASP 


554 


18.817 


16.722 


8.975 


1.00 


88.62 


A 


240 


C 


ASP 


554 


15.693 


13.903 


11.254 


1.00 


89.18 


A 


241 


O 


ASP 


554 


14.574 


14.205 


11.670 


1.00 


89.35 


A 


242 


N 


SER 


555 


16.592 


13.245 


11.972 


1.00 


89.93 


A 


243 


CA 


SER 


555 


16.379 


12.799 


13.331 


1.00 


90.27 


A 


244 


CB 


SER 


555 


15.277 


11.750 


13.419 


1.00 


90.19 


A 


245 


OG 


SER 


555 


1 5.647 


10.558 


12.754 


1.00 


89.00 


A 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE 



RAY DIFFRACTION FROM THE LIGAND 
PROPIONATE AND ATIF2 FRAGMENT 



A I UM 


ATOM 
A! UM 

TYPE 




# I 
i 


x 


Y 


Z 


OCC 


B 


ATOM 


246 


C 


SER 


555 


17.715 


12.181 


1 3.672 


1.00 


91.27 


A I 


247 


0 


SER 


555 


18.445 


1 1 .746 


12.780 


1.00 


90.85 


A 


248 


N 


THR 


556 I 


18.041 


12.149 


14.950 


1.00 


92.81 


A I 


249 


CA 


THR 


556 I 


19.317 


11.597 


1 5.357 


1.00 


94.66 


A 


250 


CB 


THR 


556 


1 9.533 


1 1 .760 


16.870 


1.00 


95.26 


A 


251 


0G1 


THR 


556 [ 


20.067 


13.062 


17.143 


1.00 


95.78 


A 


252 


CG2 


THR 


556 [ 


20.489 


10.713 


17.379 


1.00 


95.54 


A 


253 


C 


THR 


556 I 


19.557 


10.141 


14.977 


1.00 


95.12 


A | 


254 


O 


THR 


556 | 


20.654 


9.819 


14.514 


1.00 


94.58 


A 


255 


N 


TRP 


557 J 


18.561 


9.266 


15.168 


1.00 


96.53 


A 


256 


CA 


TRP 


557 


1 8.725 


7.837 


14.850 


1.00 


97.64 


A 


257 


CB 


TRP 


557 


17.556 


6.977 


1 5.403 


1.00 


100.93 


A J 


258 


CG 


TRP 


557 I 


16.527 


6.440 


14.377 


1.00 


105.32 


A 


259 


CD2 


TRP 


557 


1 6.552 


5.170 


13.683 


1.00 


106.95 


A I 


260 


CE2 


TRP 


557 


1 5.425 


5.135 


12.826 


1.00 


1 07.45 


A 


261 


CE3 


TRP 


557 


17.409 


4.057 


13.709 


1.00 


107.83 


A 


262 


CD1 


TRP 


557 


15.417 


7.096 


13.913 


1.00 


106.74 


A | 


263 


NE1 


TRP 


557 


14.754 


6.320 


12.983 


1.00 


107.65 


A I 


264 


CZ2 


TRP 


557 


j 15.142 


4.040 


11.988 


1.00 


1 07.79 


A 


265 


CZ3 


TRP 


557 


17.123 


2.963 


12.875 


1.00 


108.24 


A 


I 266 


CH2 


TRP 


557 


15.996 


2.967 


12.032 


1.00 


107.96 


A 


267 


C 


TRP 


557 


18.884 


7.612 


13.355 


1.00 


96.37 


A 


I 268 


0 


TRP 


557 


19.697 


6.803 


12.916 


1.00 


96.21 


A 


269 


N 


ARG 


558 


| 18.117 


8.351 


12.580 


1.00 


95.03 


A 


270 


CA 


ARG 


558 


j 18.164 


8.243 


11.139 


1.00 


93.86 


A 


271 


CB 


ARG 


558 


17.054 


9.068 


10.566 


1.00 


93.78 


A 


272 


CG 


ARG 


558 


j 16.719 


8.624 


9.224 


1.00 


94.44 


A 


| 273 


CD 


ARG 


558 


I 15.975 


9.679 


8.550 


1.00 


94.58 


A 


274 


NE 


ARG 


558 


16.253 


9.641 


7.134 


1.00 


95.72 


A 


275 


CZ 


ARG 


558 


j 16.025 


10.672 


6.351 


1.00 


96.79 


A 


276 


NH1 


ARG 


558 


I 15.513 


11.775 


6.873 


1.00 


98.36 


A 


277 


NH2 


ARG 


558 


16.334 


10.612 


5.077 


1.00 


96.49 


A 


I 278 


C 


ARG 


558 


19.461 


8.773 


10.561 


1.00 


93.25 


A 


279 


0 


ARG 


558 


19.887 


8.406 


9.467 


1.00 


93.99 


A 


280 


N 


ILE 


559 


| 20.070 


9.683 


11.291 


1.00 


91.60 


A 



68 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


j Z 


OCC 


B 


ATOM 




281 


CA 


ILE 


559 


21.280 


1 0.294 


10.812 


1.00 


89.71 


A 




282 


CB 


ILE 


559 


21 .492 


11.590 


11.494 


1.00 


88.91 


A 


10 


283 


CG2 


ILE 


559 


22.970 


11.817 


11.655 


1.00 


87.58 


A 




284 


CG1 


ILE 


559 


20.833 


12.699 


10.697 


1.00 


88.10 


A 




285 


CD1 


ILE 


559 


21 .767 


13.323 


9.711 


1.00 


86.84 


A 


15 


286 


C 


ILE 


559 


22.514 


9.481 


11.063 


1.00 


89.28 


A 




287 


O 


ILE 


559 


23.505 


9.565 


10.329 


1.00 


88.46 


A 




288 


N 


MET 


560 


22.486 


8.742 


12.149 


1.00 


88.75 


A 


20 


289 


CA 


MET 


560 


23.651 


7.976 


12.426 


1.00 


88.01 


A 


290 


CB 


MET 


560 


24.089 


8.152 


13.864 


1.00 


87.86 


A 




291 


CG 


MET 


560 


22.989 


8.134 


14.830 


1.00 


87.31 


A 




292 


SD 


MET 


560 


23.689 


8.279 


16.446 


1.00 


90.24 


A 


25 


293 


CE 


MET 


560 


22.239 


8.344 


17.386 


1.00 


88.07 


A 




294 


C 


MET 


560 


23.471 


6.542 


12.062 


1.00 


87.94 


A 




295 


O 


MET 


560 


24.281 


5.703 


12.418 


1.00 


89.01 


A 


30 


296 


N 


THR 


561 


22.401 


6.202 


11.378 


1.00 


87.34 


A 


297 


CA 


THR 


561 


22.443 


4.835 


10.977 


1.00 


86.95 


A 




298 


CB 


THR 


561 


21.093 


4.175 


10.912 


1.00 


87.31 


A 




299 


OG1 


THR 


561 


20.928 


3.364 


12.087 


1.00 


87.10 


A 


35 


300 


CG2 


THR 


561 


21.020 


3.289 


9.681 


1.00 


87.30 


A 




301 


C 


THR 


561 


23.112 


4.874 


9.612 


1.00 


86.05 


A 




302 


O 


THR 


561 


24.027 


4.104 


9.345 


1.00 


86.32 


A 


40 


303 


N 


THR 


562 


22.686 


5.803 


8.762 


1.00 


85.38 


A 


304 


CA 


THR 


562 


23.254 


5.931 


7.431 


1.00 


85.67 


A 




305 


CB 


THR 


562 


22.661 


7.175 


6.763 


1.00 


85.65 


A 




306 


OG1 


THR 


562 


21.230 


7.079 


6.820 


1.00 


85.77 


A 


45 


307 


CG2 


THR 


562 


23.098 


7,282 


5.312 


1.00 


85.39 


A 




308 


C 


THR 


562 


24.774 


6.055 


7.544 


1.00 


85.77 


A 




309 


O 


THR 


562 


25.539 


5.598 


6.665 


1.00 


86.58 


A 


50 


310 


N 


LEU 


563 


25.190 


6.642 


8.661 


1.00 


84.92 


A 


311 


CA 


LEU 


563 


26.579 


6.904 


8.938 


1.00 


82.98 


A 




312 


CB 


LEU 


563 


26.574 


7.878 


10.095 


1.00 


82.31 


A 




313 


CG 


LEU 


563 


27.148 


9.271 


9.752 


1.00 


81.13 


A 


55 


314 


CD1 


LEU 


563 


26.867 


9.649 


8.298 


1.00 


79.57 


A 




315 


CD2 


LEU 


563 


26.558 


10.334 


10.667 


1.00 


79.28 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED ™^«™™! ^oS^mpT 



ATOM I 


ATOM I 

TYPF 


RESIDUE 


# 


X 


V 


7 


occ 


B 


ATOM 


31 o j 


p 


LEU 


563 ! 


27.298 T 


5.591 T 


9.252 [ 


1.00 | 


82.41 I 


A J 


O i "7 1 
1 " ' 


Pi 1 


LEU 


563 1 


28.455 1 


5.334 I 


8.868 


1.00 I 


82.20 I 


A 


1 0-4 O 

3 1 o 


M 
IN 


ASN 


564 ! 


26.593 1 


4.751 | 


9.975 | 


1.00 I 


81.88 I 


A j 


run j 


PA 

On j 


ASN 


564 1 


27.155 I 


3.478 


10.274 j 


1.00 


81.91 j 


A j 


OOP, i 


PR i 


ASN 


564 1 


26.246 I 


2.805 | 


11.249 I 


1.00 | 


81.34 I 


A J 


! 004 ' 

321 


PP 


ASN 

/AO IN 


564 1 

w w~ i 


26.562 j 


3.217 I 


12.637 I 


Too [ 


81.57 


A ] 


ooo 1 


PH1 ^ 
UU I 


ASN 

n<JI * 


564 T 


26.978 j 


4.352 j 


12.886 j 


1L00 j 


81 .79 I 


A J 


1 ooo i 
1 o^o 




ASN 


564 I 


26.387 j 


2.297 | 


13.559 | 


1.00 I 


82.16 T 


A I 


OOvl 

324 j 


P 


ASN 


564 1 


27.242 [ 


2.755 I 


8.952 | 


1.00 I 


81.96 I 


A 


325 


p i 


ASN 


564 ! 


28.304 | 


2.329 I 


8.539 I 


UK) f 


82.86 I 


A I 


OOP 

326 j 


M I 
IN 


MFT 


565 I 

V \J 


26.113 I 


2.617 I 


8.281 


1.00 I 


81 .73 I 


A | 


i OOT 1 

327 j 


pa i 


MFT 


565 1 

W? W w I 


26.088 I 


1.995 


6.978 j 


1.00 I 


81.37 I 


A J 




PR 


MFT 


565 1 

w W w 


24.744 I 


2.265 I 


6.354 J 


1.00 I 


82.20 J 


A I 


329 1 


PP i 


MET 


565 i 


23.649 


1.696 j 


7.19oJ 


Too 


83.63 


A _J 


330 


bU 


MFT 
IVIlI 1 


565 ! 


23.641 


-0.044 


6.893 1 


1.00 I 


87.40 


A 


' OO H 

i 331 


r*F 


MFT 


565 

WWW 


23.455 


-0.696 


8.521 


UX) 


85.88 


A I 


ooo 

I 332 




MFT 

IVIC 1 


565 

v-/ 


27.200 


2.581 


6.113 


1.00 


80.49 


A I 


l ooo 

333 


r\ 
U 


MFT 


565 

wV/ w 


27.821 


1 .862 


5.333 


1.00 


81.60 


A J 


OO A 

334 


M 

| IN 


! 1 FU 


566 


I 27.450 


3.884 


6.224 


Tot) 


78.75 


A J 


I OO c 

I 335 




1 1 FU 


566 

w v w 


I 28.545 


4.438 


5.437 


1.00 


77.41 


I A I 


t ooo 

i 336 


] PR 


1 1 FU 


566 

www 


28.605 


5.973 


5.503 


| 1.00 


76.81 


A 


O T7 

337 


I PP 


1 1 FU 


566 


| 29.358 


6.582 


4.305 


1.00 


76.68 


A I 


" ooo 

j 338 




r i Fu 


566 

W W w 


29.976 


7.929 


4.627 


I "LOO 


75.40 


I A I 


339 




' 1 Fl 1 


566 


I 30.456 


1 5.629 


I 3.906 


1 Too 


78.41 


I A J 


O X A 

340 


p 

! ^ 


1 I FU 


566 


29.786 


1 3.827 


\ 6.097 1.00 


77.16 


1 A 


341 




1 1 FU 


566 

W V W 


I 30.806 


3.581 


5.453 


1.00 


75.61 


A 1 


342 


M 
IN 


i PiLY 


567 


I 29.669 


1 3.566 


1 7.396 


1.00 


77.62 


I A 


343 


CA 


1 GLY 


567 


30.752 


1 2.961 


1 8.154 


1.00 


77.48 


I A 


344 


C 


GLY 


567 


31.245 


1 .671 


7.527 


1.00 


78.30 


A 


345 


0 


1 GLY 


567 


32.411 


I 1.585 


1 7.145 


1.00 


78.23 


1 A 


346 


N 


1 GLY 


568 


30.371 


1 0.671 


1 7.410 


1.00 


78.02 


A 


347 


CA 


1 GLY 


568 


| 30.776 


1 -0.588 


"j 6.815 


1.00 


77.12 


I A 


348 


C 


GLY 


568 


31.491 


-0.437 


5.479 


1.00 


76.89 


A 


349 


0~~ 


"j GLY 


568 


32.611 


"j -0.917 


1 5.312 


1.00 


78.89 


I A 


350 


N 


ARG 


569 


30.860 


0.234 


4.525 


1.00 


75.25 


A 



70 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



A I KJM 


ATOM 

TYPE 


ntolUUt 


u 
it 


Y 
A 


v 


7 
£- 




b 


Al UM 


351 


CA 


ARG 


569 


31.463 


0.391 


3.212 


1.00 


75.08 


A 


352 


CB 


ARG 


569 


30.550 


1.219 


2.304 


1.00 


76.25 


A 


353 


CG 


ARG 


569 


29.293 


0.458 


1.878 


1.00 


77.82 


A 


354 


CD 


ARG 


569 


28.574 


1.141 


0.734 


1.00 


78.35 


A 


355 


NE 


ARG 


569 


28.004 


2.413 


1.141 


1.00 


80.79 


A 


356 


CZ 


ARG 


569 


28.127 


3.537 


0.439 


1.00 


82.46 


A 


357 


NH1 


ARG 


569 


28.808 


3.533 


-0.698 


1.00 


82.95 


A 


358 


NH2 


ARG 


569 


27.573 


4.660 


0.871 


1.00 


82.74 


A 


359 


C 


ARG 


569 


32.859 


0.990 


3.251 


1.00 


74.49 


A 


360 


O 


ARG 


569 


33.778 


0.496 


2.595 


1.00 


74.53 


A 


361 


N 


GLN 


570 


33.016 


2.056 


4.028 


1.00 


73.65 


A 


362 


CA 


GLN 


570 


34.304 


2.722 


4.155 


1.00 


71.97 


A 


363 


CB 


GLN 


570 


34.160 


3.957 


5.032 


1.00 


72.89 


A 


364 


CG 


GLN 


570 


34.204 


5.270 


4.286 


1.00 


72.15 


A 


365 


CD 


GLN 


570 


33.699 


6.384 


5.147 


1.00 


71.88 


A 


366 


OE1 


GLN 


570 


33.539 


7.513 


4.692 


1.00 


72.77 


A 


367 


NE2 


GLN 


570 


33.434 


6.074 


6.412 


1.00 


71.54 


A 


368 


C 


GLN 


570 


35.344 


1.797 


4.762 


1.00 


70.46 


A 


369 


0 


GLN 


570 


36.477 


1.728 


4.286 


1.00 


70.24 


A 


370 


N 


VAL 


571 


34.959 


1.100 


5.824 


1.00 


68.82 


A 


371 


CA 


VAL 


571 


35.850 


0.165 


6.499 


1.00 


68.22 


A 


372 


CB 


VAL 


571 


35.133 


-0.539 


7.669 


1.00 


68.99 


A 


373 


CG1 


VAL 


571 


35.836 


-1.845 


8.004 


1.00 


66.89 


A 


374 


CG2 


VAL 


571 


35.114 


0.371 


8.886 


1.00 


69.13 


A 


375 


C 


VAL 


571 


36.358 


-0.887 


5.525 


1.00 


67.65 


A 


376 


0 


VAL 


571 


37.553 


-1.197 


5.492 


1.00 


67.31 


A 


377 


N 


ILE 


572 


35.436 


-1.443 


4.742 


1.00 


67.57 


A 


378 


CA 


ILE 


572 


35.784 


-2.451 


3.747 


1.00 


67.90 


A 


379 


CB 


ILE 


572 


34.517 


-2.964 


3.017 


1.00 


68.96 


A 


380 


CG2 


ILE 


572 


34.870 


-3.480 


1.617 


1.00 


68.69 


A 


381 


CG1 


ILE 


572 


33.863 


-4.063 


3.870 


1.00 


69.67 


A 


382 


CD1 


ILE 


572 


32.347 


-4.003 


3.945 


1.00 


68.89 


A 


383 


C 


ILE 


572 


36.760 


-1.832 


2.768 


1.00 


67.12 


A 


384 


0 


ILE 


572 


37.777 


-2.428 


2.448 


1.00 


68.93 


A 


385 


N 


ALA 


573 


36.464 


-0.630 


2.308 


1.00 


66.15 


A 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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10 



15 



20 



25 



30 



35 



40 



TABLE 2 (continued) 

ATnMir STRUCTURE COORDINATE DATA OBTAINED FROM X 
SS^S^ COMPLEX WITH FLU TICASONE 

X 



ATOM 



45 



50 



55 



386 
387 



ATOM 
TYPE 



388 
389 



390 
391 



392 
393 



403 



404 
405 
406 



407 



408 



RESIDUE 

ALA 
ALA 



C 
O 



ALA 
ALA 



N 

CA 



CB 
C 



ALA 
ALA 
ALA 
ALA 



RAY DIFFRACTION FROM THE LIGAND 
PROPIONATE AN D A TIF2 FRAGMENT 

ATOM 



394 I 


O l 


ALA 


395 


N I 


VAL 


396 I 


CA I 


vaT 


397 


CB 


val" 


398 


CG1 


val" 


399 


CG2 


vaT 


400 




VAL 


401 


I ° 


| VAL 


402 


I N 


1 LYS 



CA 



CB 
~CG 
~CD 



CE 



NZ 




409 1 


C 


LYS 


410 I 


O 


LYS 


411 I 


N 


TRP 


412 | 


CA 


TRP 


413 J 


CB 


TRP 


414 


CG 


TRP 


415 


CD2 


TRP 


416 


CE2 


TRP 


417 


CE3 


TRP 


418 


CD1 


TRP 


419 


NE1 


TRP 


420 


CZ2 


TRP 



576 
576 



I 42.601 I 


-2.249 I 


-0.253 | 


1.00 I 


65.27 | 


A J 


I 43.366 I 


-2.322 I 


-1 .221 I 


1.00 I 


66.35 I 


A J 


42.652 | 


-1.283 | 


0.652 | 


1.00 


63.60 J 


A ] 


| 43.617 [ 


-0.188 | 


0.636 I 


1.00 I 


60.50 I 


A 


| 42.988 | 


1 .044 J 


1 .280 J 


1 00 I 


57.29 | 


A I 


43.969 


2.074 


1.708 I 


1^00 


52.50 


A 


44.414 


2.330 


3.042 


1.00 


50.81 I 


A 


45.370 


3.360 


2.971 


Too 


[ 50.82 


A 


44.113 


1.769 


4.293 


1.00 


49.45 


A 


44.642 


2.943 


0.904 


-loo 


51 .34 


A 


45.484 


3.721 


1.654 


-Too 


50.82 


A 


46.011 


3.873 


4.105 


1.00 


50.90 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRcc IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




421 


CZ3 


TRP 


577 


44.754 


2.274 


5.421 


1.00 


49.27 


A 




422 


CH2 


TRP 


577 


45.697 


3.309 


5.318 


1.00 


49.59 


A 


10 


423 


C 


TRP 


577 


44.842 


-0.583 


1.437 


1.00 


60.60 


A 




424 


0 


TRP 


577 


45.975 


-0.357 


1.018 


1.00 


59.49 


A 




425 


N 


ALA 


578 


44.591 


-1.143 


2.617 


1.00 


61.86 


A 


15 


426 


CA 


ALA 


578 


45.657 


-1 .570 


3.507 


1.00 


63.00 


A 




427 


CB 


ALA 


578 


45.073 


-2.239 


4.745 


1.00 


61.78 


A 




428 


C 


ALA 


578 


46.541 


-2.546 


2.759 


1.00 


64.13 


A 


20 


429 


o 


ALA 


578 


47.762 


-2.444 


2.791 


1.00 


65.39 


A 


430 


N 


LYS 


579 


45.901 


-3.480 


2.065 


1.00 


64.92 


A 




431 


CA 


LYS 


579 


46.608 


-4.491 


1.308 


1.00 


64.28 


A 




432 


CB 


LYS 


579 


45.612 


-5.540 


0.792 


1.00 


64.80 


A 


25 


433 


CG 


LYS 


579 


44.584 


-6.000 


1.845 


1.00 


65.52 


A 




434 


CD 


LYS 


579 


43.721 


-7.234 


1.436 


1.00 


65.27 


A 




435 


CE 


LYS 


579 


43.635 


-7.474 


-0.085 


1.00 


65.83 


A 


30 


436 


N2 


LYS 


579 


42.891 


-8.722 


-0.466 


1.00 


66.54 


A 


437 


C 


LYS 


579 


47.427 


-3.916 


0.150 


1.00 


64.31 


A 




438 


O 


LYS 


579 


48.215 


-4.634 


-0.447 


1.00 


66.40 


A 




439 


N 


ALA 


580 


47.268 


-2.637 


-0.180 


1.00 


63.18 


A 


35 


440 


CA 


ALA 


580 


48.057 


-2.074 


-1.278 


1.00 


63.23 


A 




441 


CB 


ALA 


580 


47.194 


-1.179 


-2.159 


1.00 


63.30 


A 




442 


C 


ALA 


580 


49.260 


-1.291 


-0.765 


1.00 


63.73 


A 


40 


443 


O 


ALA 


580 


50.146 


-0.917 


-1 .542 


1.00 


63.06 


A 


444 


N 


ILE 


581 


49.273 


-1 .032 


0.543 


1.00 


64.21 


A 




445 


CA 


ILE 


581 


50.377 


-0.316 


1.172 


1.00 


64.66 


A 




446 


CB 


ILE 


581 


50.115 


-0.041 


2.670 


1.00 


63.87 


A 


45 


447 


CG2 


ILE 


581 


51.358 


0.554 


3.325 


1.00 


62.27 


A 




448 


CG1 


ILE 


581 


48.940 


0.927 


2.812 


1.00 


62.68 


A 




449 


CD1 


ILE 


581 


47.956 


0.530 


3.881 


1.00 


63.04 


A 


50 


450 


C 


ILE 


581 


51.552 


-1 .258 


1.035 


1.00 


66.30 


A 


451 


0 


ILE 


581 


51.620 


-2.304 


1.689 


1.00 


66.21 


A 




452 


N 


PRO 


582 


52.480 


-0.923 


0.142 


1.00 


67.08 


A 




453 


CD 


PRO 


582 


52.523 


0.254 


-0.741 


1.00 


67.75 


A 


55 


454 


CA 


PRO 


582 


53.637 


-1.791 


-0.037 


1.00 


68.22 


A 




455 


CB 


PRO 


582 


54.645 


-0.891 


-0.770 


1.00 


68.28 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 


ATOM 
TYPE 

ill i— 


RESIDUE 


# 


X 


Y 


Z 




D 
D 


Ml \JW\ 


4Rfi 


CG 


PRO 


582 


53.981 


0.516 


-0.825 


1.00 


68.57 


A 


4S7 


c 


PRO 


582 


54.154 


-2.320 


1.307 


1.00 


69.73 


A 


HJO 


O 


PRO 


582 


54.501 


-1 .537 


2.192 


1.00 


70.65 


A 


4SQ 


N 


GLY 


583 


54.167 


-3.641 


1.471 


1.00 


71.35 


A 


4fin 


CA 


GLY 


583 


54.663 


-4.223 


2.709 


1.00 


72.71 


A 


4fi1 


c 


GLY 


583 


53.642 


-4.649 


3.749 


1.00 


74.07 


A 


4R9 




GLY 


583 


53.910 


-5.513 


4.584 


1.00 


74.51 


A 


too 


N 

1 t| 


PHE 


584 


52.461 


-4.058 


3.728 


1.00 


74.52 


A 


4R4 


CA 


PHE 
iii i— 


584 


51.485 


-4.449 


4.716 


1.00 


74.52 


A 


too 


CB 


PHE 

III ^— 


584 


50.236 


-3.586 


4.614 


1.00 


69.69 


A 


too 


CG 


PHE 

III 1— 


584 


49.161 


-3.994 


5.563 


1.00 


64.19 


A 


4R7 

HO / 


CD1 


PHE 

ill L— 


584 


49.244 


-3.660 


6.910 


1.00 


62.21 


A 




CD? 


PHE 

III 


584 


48.078 


-4.729 


5.115 


1.00 


61.91 


A 


4fiQ 


CF1 


PHE 

1 1 1 u_ 


584 


48.268 


-4.070 


7.809 


1.00 


60.54 


A 


470 


CE2 


PHE 

ill i— 


584 


47.091 


-5.147 


6.004 


1.00 


61.98 


A 


471 




PHE 


584 


47.180 


-4.811 


7.354 


1.00 


60.81 


A 


479 


c 


PHE 
■ iii— 


584 


51 .089 


-5.915 


4.565 


1.00 


77.99 


A 


47^ 


o 


PHE 


584 


50.806 


-6.590 


5.566 


1.00 


78.31 


A 


474 


N 


ARG 


585 


51.066 


-6.429 


3.337 


1.00 


80.71 


A 


47^ 




ARG 


585 


50.634 


-7.812 


3.215 


1.00 


82.98 


A 


47fi 


CB 


ARG 


585 


49.729 


-8.017 


1.993 


1.00 


83.84 


A 


477 




ARG 


585 


50.239 


-7.765 


0.590 


1.00 


86.72 


A 


47fl 


CD 


ARG 


585 


49.051 


-8.111 


-0.318 


1.00 


89.26 


A 


47Q 


NIF 

IN L 


ARG 


585 


48.267 


-9.140 


0.371 


1.00 


92.25 


A 




cz 


ARG 


585 


47.235 


-9.818 


-0.119 


1.00 


93.54 


A 


4A1 


NH1 


ARG 


585 


46.797 


-9.610 


-1 .359 


1.00 


94.06 


A 


4ftP 


NH2 

111 lb 


ARG 


585 


46.652 


-10.737 


0.641 


1.00 


93.54 


A 


A ft O 

483 


c 


a or* 
AKLa 




EM CCO 
O 1 .DOt 


-ft Q17 


3 324 


1 00 


83.93 


A 


484 


0 


ARG 


585 


51 .379 


-10.069 


3.003 


1.00 


84.40 


A 


485 


N 


ASN 


586 


52.845 


-8.573 


3.802 


1.00 


85.01 


A 


486 


CA 


ASN 


586 


53.871 


-9.570 


4.022 


1.00 


85.88 


A 


487 


CB 


ASN 


586 


55.231 


-9.061 


3.564 


1.00 


86.01 


A 


488 


CG 


ASN 


586 


55.328 


-8.972 


2.059 


1.00 


86.96 


A 


489 


OD1 


ASN 


586 


56.236 


-8.339 


1.522 


1.00 


88.16 


A 


490 


I ND2 


ASN 


586 


54.388 


-9.613 


1.363 


1.00 


86.48 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


Al UM 


Al UM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




491 


C 


ASN 


586 


53.846 


•9.776 


5.518 


1.00 


86.24 


A 




492 


O 


ASN 


586 


54.624 


-10.539 


6.077 


1.00 


87.32 


A 


10 


493 


N 


LEU 


587 


52.932 


-9.071 


6.169 


1.00 


86.65 


A 




494 


CA 


LEU 


587 


52.792 


-9.198 


7.600 


1.00 


87.77 


A 




495 


CB 


LEU 


587 


52.088 


-7.970 


8.188 


1.00 


87.74 


A 


15 


496 


CG 


LEU 


587 


52.935 


-6.697 


8.210 


1.00 


86.52 


A 




497 


CD1 


LEU 


587 


52.116 


-5.534 


8.724 


1.00 


86.30 


A 




498 


CD2 


LEU 


587 


54.145 


-6.924 


9.095. 


1.00 


86.53 


A 


20 


499 


C 


LEU 


587 


51 .979 


-10.450 


7.850 


1.00 


88.42 


A 


500 


O 


LEU 


587 


51.260 


-10.930 


6.968 


1.00 


87.25 


A 




501 


N 


HIS 


588 


52.108 


-10.989 


9.053 


1.00 


89.97 


A 




502 


CA 


HIS 


588 


51 .378 


-12.191 


9.390 


1.00 


91.55 


A 


25 


503 


CB 


HIS 


588 


51.642 


-12.574 


10.835 


1.00 


93.32 


A 




504 


CG 


HIS 


588 


51 .068 


-13.911 


11.192 


1.00 


95.30 


A 




505 


CD2 


HIS 


588 


50.156 


-14.245 


12.137 


1.00 


95.82 


A 


30 


506 


ND1 


HIS 


588 


51.401- 


-15.047 


10.527 


1.00 


96.00 


A 


507 


CE1 


HIS 


588 


50.715 


-16.075 


1 1 .050 


1.00 


96.43 


A 




508 


NE2 


HIS 


588 


49.967 


-15.608 


12.013 


1.00 


96.43 


A 




509 


C 


HIS 


588 


49.887 


-11.952 


9.184 


1.00 


91.17 


A 


35 


510 


O 


HIS 


588 


49.297 


-11.142 


9.893 


1.00 


9 "1 . 33 


A 




511 


N 


LEU 


589 


49.284 


-12.651 


8.221 


1.00 


89.87 


A 




512 


CA 


LEU 


589 


47.860 


-12.477 


7.945 


1.00 


88.11 


A 


40 


513 


CB 


LEU 


589 


47.284 


-13.700 


7.221 


1.00 


88.40 


A 


514 


CG 


LEU 


589 


45.765 


-13.669 


6.969 


1.00 


88.28 


A 




515 


CD1 


LEU 


589 


45.400 


-14.733 


5.962 


1.00 


88.56 


A 




516 


CD2 


LEU 


589 


44.979 


-13.904 


8.259 


1.00 


88.39 


A 




517 


C 


LEU 


589 


47.047 


-12.209 


9.208 


1.00 


87.37 


A 




518 


O 


LEU 


589 


45.969 


-11.624 


9.127 


1.00 


86.71 


A 




519 


N 


ASP 


590 


47.541 


-12.642 


10.363 


1.00 


86.54 


A 


50 


520 


CA 


ASP 


590 


46.833 


-12.406 


11.625 


1.00 


85.87 


A 


521 


CB 


ASP 


590 


47.294 


-13.340 


12.734 


1.00 


86.86 


A 




522 


CG 


ASP 


590 


46.610 


-14.679 


12.702 


1.00 


87.52 


A 




523 


OD1 


ASP 


590 


45.526 


-14.809 


1 2.090 


1.00 


87.78 


A 


55 


524 


OD2 


ASP 


590 


47.167 


-15.605 


1 3.323 


1.00 


87.71 


A 




525 


C 


ASP 


590 


47.067 


-11.002 


12.120 


1.00 


84.92 


A 



75 



EP1 375 517 A1 



TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 

r\ 1 WIVI 

TYPE 


RF^IDIJF 


# 


x 


Y 


z 


OCC 


B 


ATOM 




526 


O 


ASP 


590 


46.244 


-10.458 


12.849 


1.00 


84.94 


A 




527 


N 


ASP 


591 


48.230 


-10.454 


11.769 


1.00 


84.52 


A 


10 


528 


CA 


ASP 


591 


48.620 


-9.091 


12.130 


1.00 


83.62 


A 




529 


CB 


ASP 


591 


50.107 


-8.838 


11.850 


1.00 


84.12 


A 




530 


CG 


ASP 


591 


51.022 


-9.693 


12.697 


1.00 


84.28 


A 


15 


531 


OD1 


ASP 


591 


50.727 


-9.862 


13.899 


1.00 


84.06 


A 




532 


OD2 


ASP 


591 


52.042 


-10.183 


12.160 


1.00 


83.73 


A 




533 


C 


ASP 


591 


47.808 


-8.185 


11.229 


1.00 


82.14 


A 




534 


O 


ASP 


591 


47.205 


-7.207 


11.669 


1.00 


81.59 


A 


20 


535 


N 


GLN 


592 


47.815 


-8.529 


9.946 


1.00 


80.47 


A 




536 


CA 


GLN 


592 


47.067 


-7.782 


8.969 


1.00 


78.87 


A 




537 


CB 


GLN 


592 


46.947 


-8.594 


7.690 


1.00 


77.24 


A 


25 


538 


CG 


GLN 


592 


48.091 


-8.281 


6.782 


1.00 


76.69 


A 




539 


CD 


GLN 


592 


48.068 


-9.036 


5.487 


1.00 


76.67 


A 




540 


OE1 


GLN 


592 


47.017 


-9.193 


4.855 


1.00 


76.15 


A 




541 


NE2 


GLN 


592 


49.241 


-9.495 


5.059 


1.00 


75.91 


A 


30 


542 


C 


GLN 


592 


45.706 


-7.450 


9.538 


1.00 


78.83 


A 




543 


O 


GLN 


592 


45.148 


-6.390 


9.245 


1.00 


79.67 


A 




544 


N 


MET 


593 


45.212 


-8.347 


10.393 


1.00 


78.36 


A 


JO 


545 


CA 


MET 


593 


43.912 


-8.231 


11.058 


1.00 


78.31 


A 




546 


CB 


MET 


593 


43.275 


-9.615 


11.244 


1.00 


79.96 


A 




547 


CG 


MET 


593 


42.329 


-10.103 


10.149 


1.00 


82.51 


A 


40 


548 


SD 


MET 


593 


41.604 


-11.744 


10.579 


1.00 


86.38 


A 


549 


CE 


MET 


593 


39.882 


-11.316 


10.995 


1.00 


84.03 


A 




550 


C 


MET 


593 


43.900 


-7.547 


12.428 


1.00 


77.60 


A 




551 


0 


MET 


593 


42.843 


-7.081 


12.859 


1.00 


77.34 


A 


45 


552 


N 


THR 


594 


45.020 


-7.507 


13.145 


1.00 


76.82 


A 




553 


CA 


THR 


594 


44.984 


-6.861 


14.458 


1.00 


76.93 


A 




554 


CB 


THR 


594 


46.140 


-7.311 


15.391 


1.00 


77.94 


A 


50 


555 


OG1 


THR 


594 


46.650 


-8.574 


14.956 


1.00 


78.86 


A 


556 


CG2 


THR 


594 


45.627 


-7.462 


16.828 


1.00 


77.65 


A 




557 


C 


THR 


594 


45.098 


-5.365 


14.225 


1.00 


76.19 


A 




558 


O 


THR 


594 


44.451 


-4.551 


14.896 


1.00 


75.57 


A 


55 


559 


N 


LEU 


595 


45.936 


-5.021 


13.252 


1.00 


74.76 


A 




560 


CA 


LEU 


595 


46.147 


-3.637 


12.882 


1.00 


72.91 


A 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


A ft ft 

ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




561 


CB 


LEU 


595 


47.243 


-3.554 


11.804 


1.00 


70.46 


A 




562 


CG 


LEU 


595 


48.681 


-3.258 


12.261 


1.00 


67.61 


A 


10 


563 


CD1 


LEU 


595 


48.841 


-3.596 


13.722 


1.00 


66.68 


A 




564 


CD2 


LEU 


595 


49.676 


-4.028 


11.409 


1.00 


66.99 


A 




565 


C 


LEU 


595 


44.820 


-3.030 


12.400 


1.00 


72.82 


A 


15 


566 


O 


LEU 


595 


44.428 


-1.966 


12.874 


1.00 


73.34 


A 




567 


N 


LEU 


596 


44.103 


-3.706 


11.505 


1.00 


71.86 


A 




568 


CA 


LEU 


596 


42.837 


-3.154 


11.025 


1.00 


71.08 


A 


20 


569 


CB 


LEU 


596 


42.307 


-3.985 


9.868 


1.00 


67.81 


A 


570 


CG 


LEU 


596 


42.995 


-3.546 


8.584 


1.00 


65.63 


A 




571 


CD1 


LEU 


596 


42.589 


-4.452 


7.451 


1.00 


65.47 


A 




572 


CD2 


LEU 


596 


42.625 


-2.111 


8.286 


1.00 


64.45 


A 


25 


573 


C 


LEU 


596 


41.751 


-2.993 


12.083 


1.00 


72.89 


A 




574 


0 


LEU 


596 


40.990 


-2.023 


12.061 


1.00 


72.60 


A 




575 


N 


GLN 


597 


41.685 


-3.940 


13.014 


1.00 


75.30 


A 


30 


576 


CA 


GLN 


597 


40.688 


-3.913 


14.080 


1.00 


77.33 


A 


577 


CB 


GLN 


597 


40.550 


-5.284 


14.700 


1.00 


79.16 


A 




578 


CG 


GLN 


597 


39.994 


-6.316 


1 3.777 


1.00 


82.61 


A 




579 


CD 


GLN 


597 


40.095 


-7.697 


14.372 


1.00 


84.85 


A 


35 


580 


OE1 


GLN 


597 


39.459 


-8.633 


13.890 


1.00 


85.84 


A 




581 


NE2 


GLN 


597 


40.908 


-7.838 


15.420 


1.00 


85.44 


A 




582 


C 


GLN 


597 


41.068 


-2.959 


15.177 


1.00 


77.62 


A 


40 


583 


0 


GLN 


597 


40.239 


-2.546 


15.991 


1.00 


77.11 


A 


584 


N 


TYR 


598 


42.335 


-2.626 


15.233 


1.00 


78.31 


A 




585 


CA 


TYR 


598 


42.748 


-1.717 


16.265 


1.00 


79.61 


A 




586 


CB 


TYR 


598 


44.192 


-1.982 


16.624 


1.00 


82.08 


A 


45 


587 


CG 


TYR 


598 


44.386 


-3.073 


17.637 


1.00 


84.90 


A 




588 


CD1 


TYR 


598 


43.519 


-4.168 


17.717 


1.00 


85.68 


A 




589 


CE1 


TYR 


598 


43.735 


-5.174 


18.653 


1.00 


86.83 


A 


50 


590 


CD2 


TYR 


598 


45.457 


-3.014 


18.504 


1.00 


86.14 


A 


591 


CE2 


TYR 


598 


45.684 


-4.000 


19.426 


1.00 


87.17 


A 




592 


CZ 


TYR 


598 


44.831 


-5.071 


19.504 


1.00 


87.67 


A 




593 


OH 


TYR 


598 


45.103 


-6.015 


20.464 


1.00 


89.91 


A 


55 


594 


C 


TYR 


598 


42.607 


-0.302 


15.767 


1.00 


78.74 


A 




595 


o 


TYR 


598 


42.158 


0.582 


16.490 


1.00 


79.40 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 



ATOM 


ATOM I 
1 Yrt 


RESIDUE 


* r 


X r 


Y 


z 


uoo 


R 


ATOM 


596 


M I 


CCD 
DCn 


599 


42 949 I 


-0.111 


14.502 


1.00 | 


77.13 r 


A 


597 


OA 


CCD 

ocn 


599 T 


42 945 


1.215 


13.915 


1.00 \ 


75.64 [ 


A _J 


598 


Co J 


CCD 

ocn 




44 271 ! 


1.425 


13.187 


1.00 | 


76.43 I 


A 1 


599 


Uo 


CCD 

ocn 


599 ! 


44.381 I 


0.534 


12.088 


1.00 I 


77.42 | 


A 


\ 600 






599 


41.816 I 


1.623 


1 2.978 


1.00 I 


73.69 I 


A 


601 


o 1 


CCD 

ocn 


599 i 


41.908 I 


2.674 I 


1 2.347 


1.00 I 


73.01 | 


A 


602 


M 

N j 


TPP 


UUU 


40 752 

TV ■ * w 1 


0.840 


12.882 


1.00 


72.01 j 


A 1 


I cno 

603 


OA | 


TRP 


600 


39.696 I 


1 .228 I 


11.962 


1.00 I 


70.02 | 


^ J 


604 1 


CB \ 


TDD 

1 nr 


600 


38 635 

UU>wW s 


0.102 | 


11.860 


1.00 I 


68.48 


A 


605 | 


CCa 


TRP 

1 nr 


fiOO 


37 721 ! 


-0.054 I 


13.036 


1.00 "T 


67.90 


A 


606 1 


OU*£ 


TRP 
1 nr 


600 


36 434 I 


0.550 I 


13.179 


1.00 | 


67.96 I 


A 


1 607 


pro 1 

Ob<£ 


TRP 

1 nr 


600 


35 960 


0.229 


14.472 


1.00 I 


67.86 I 


A 


608 


Obo 


TRP 

1 nr 


600 


35 616 


1.302 I 


12.326 


^00 1 


66.28 J 


A 


609 


CU1 


TRP 


600 ! 

UUU 


37 984 ! 


-0.689 I 


14.220 


1.00 


67.57^ 


A 


610 


Nbl ! 


TRP 

1 nr 


600 


36 932 


-0.516 


15.094 


1.00 I 


67.79 


A 


611 


CZ2 


TDP 

1 nr 


6oo 

UUU 


34 733 


0.684 


14.957 


1.00 


67.32 


A 


I 612 


CZ3 


TDD 

1 nr 


600 


*34 400 


1.751 


12.797 


1.00 


67.02 


A 


j 613 


OLIO 


TRP 

1 nr 


600 


33 959 


1.426 


14.098 


1.00 


67.80 


1 A 


614 


j O 


i TRP 

I nr 


600 
uuu 


1 39 062 


2.615 


1 2.252 


1.00 


69.26 




615 


1 o 


I TDP 

\ i nr 


600 


1 38 704 


3.343 


11.321 


1.00 


68.40 


A 


616 


M 

N 


MPT 
Ml 1 


601 

UU 1 


i 38 954 


3.014 


13.516 


1.00 


68.05 


1 A 


617 


OA 


MPT 


601 


1 38 354 


I 4.317 


13.800 


1.00 


67.13 


A 


618 


Ob 


! MPT 
1 MCI 


601 

UU 1 


1 37 794 


4.349 


15.218 


1.00 


68.03 


1 A 


619 


| OG 


MPT 
I MCI 


60 1 

OU 1 


1 36 990 


] 5.601 


1 15.536 


1.00 


68.98 


A 


| 620 


oD 


MPT 


601 
uu i 


| 35 331 


1 5.636 


14.826 


1.00 


69.62 


1 A 


j 621 


/-^ r~ 

Cb 


MPT 
IVI C 1 


601 

UU 1 


I 34 434 


| 4.799 


I 16.078 


1.00 


69.04 


A 


I 622 




1 MPT 
Mt 1 


601 

UU 1 


1 39 378 

i wu • w * v 


1 5.439 


13.613 


1.00 


66.32 


1 ^ 


623 


i o 


1 A ACT 

Mb 1 


UU I 


1 055 


1 6 524 


1 13.120 


1.00 


65.08 


1 ^ 


624 


1 N 


1 oER 


602 


40.612 


1 5.174 


14.016 


1.00 


65.58 


1 A 


625 


1 CA 


1 sIr 


602 


41.668 


1 6.157 


1 13.858 


1.00 


64.76 


1 A 


626 


j CB 


1 sIr 


602 


43.018 


1 5.519 


1 14.185 


1.00 


65.19 


1 A 


627 


OG 


SER 


602 


44.010 


6.500 


14.419 


1.00 


66.76 


A 


628 


C 


1 SER 


602 


41.610 


1 6.568 


12.387 


1.00 


63.83 


1 A 


629 


1 ° 


1 sIr 


602 


41.581 


1 7.753 


12.058 


1.00 


63.81 


A 


630 


r n 


1 LEU 


603 


41.546 


1 5.564 


1 11.512 


1.00 


63.22 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




631 


CA 


LEU 


603 


41.485 


5.746 


10.059 


1.00 


61.75 


A 




632 


CB 


LEU 


603 


41 .555 


4.393 


9.364 


1.00 


60.69 


A 


10 


633 


CG 


LEU 


603 


42.781 


3.526 


9.588 


1.00 


59.23 


A 




634 


CD1 


LEU 


603 


42.470 


2.124 


9.100 


1.00 


59.85 


A 




635 


CD2 


LEU 


603 


43.981 


4.120 


8.876 


1.00 


58.03 


A 


15 


636 


C 


LEU 


603 


40.227 


6.451 


9.553 


1.00 


61.71 


A 




637 


o 


LEU 


603 


40.308 


7.366 


8.740 


1.00 


60.08 


A 




638 


N 


MET 


604 


39.071 


5.974 


10.005 


1.00 


62.13 


A 




639 


CA 


MET 


604 


37.786 


6.525 


9.603 


1.00 


62.89 


A 


20 


640 


CB 


MET 


604 


36.645 


5.671 


10.186 


1.00 


64.15 


A 




641 


CG 


MET 


604 


35.998 


4.681 


9.194 


1.00 


64.86 


A 




642 


SD 


MET 


604 


37.123 


4.017 


7.921 


1.00 


69.00 


A 


25 


643 


CE 


MET 


604 


36.833 


5.103 


6.468 


1.00 


67.97 


A 




644 


C 


MET 


604 


37.675 


7.995 


10.031 


1.00 


63.55 


A 




645 


0 


MET 


604 


37.309 


8.854 


9.228 


1.00 


64.56 


A 


30 


646 


N 


ALA 


605 


38.025 


8.294 


11.283 


1.00 


63.18 


A 


647 


CA 


ALA 


605 


37.959 


9.674 


11.761 


1.00 


61.86 


A 




648 


CB 


ALA 


605 


38.021 


9.719 


13.291 


1.00 


61.77 


A 




649 


C 


ALA 


605 


39.052 


10.556 


11.155 


1.00 


61.28 


A 


35 


650 


0 


ALA 


605 


38.801 


11.720 


10.857 


1.00 


63.43 


A 




651 


N 


PHE 


606 


40.256 


10.033 


10.963 


1.00 


59.86 


A 




652 


CA 


PHE 


606 


41.308 


10.852 


10.368 


1.00 


59.36 


A 


40 


653 


CB 


PHE 


606 


42.662 


10.124 


10.405 


1.00 


57.40 


A 


654 


CG 


PHE 


606 


43.820 


10.993 


10.011 


1.00 


55.08 


A 




655 


CD1 


PHE 


606 


44.153 


12.110 


10.770 


1.00 


53.58 


A 




656 


CD2 


PHE 


606 


44.515 


10.755 


8.837 


1.00 


54.57 


A 


45 


657 


CE1 


PHE 


606 


45.162 


12.979 


10.367 


1.00 


53.02 


A 




658 


CE2 


PHE 


606 


45.537 


11.627 


8.423 


1.00 


54.27 


A 




659 


CZ 


PHE 


606 


45.852 


12.741 


9.187 


1.00 


52.34 


A 


50 


660 


C 


PHE 


606 


40.945 


11.236 


8.916 


1.00 


60.57 


A 


661 


0 


PHE 


606 


41 .380 


12.270 


8.401 


1.00 


61.01 


A 




662 


N 


ALA 


607 


40.140 


10.412 


8.257 


1.00 


61.24 


A 




663 


CA 


ALA 


607 


39.734 


10.706 


6.890 


1.00 


60.99 


A 


55 


664 


CB 


ALA 


607 


39.229 


9.456 


6.212 


1.00 


62.48 


A 




665 


C 


ALA 


607 


38.654 


11.786 


6.870 


1.00 


60.76 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X- 
BINDING DOMAIN OF GRcc IN COMPLEX WITH FLUTICASONE 



RAY DIFFRACTION FROM THE LIGAND 
PROPIONATE AND A TIF2 FRAGMENT 



ATOM 

| 


I ATOM 
| TYPE 


RESIDUE 


# 


I X 


I Y 


Z 


occ 


B 


I ATOM 


J 666 


I 0 


ALA 


607 


I 38.758 


1 2.748 


6.107 


1.00 


I 60.48 


A 


I 667 


N 


LEU 


608 


37.611 


11.629 


7.687 


1.00 


I 59.85 


1 A 


| 668 


I CA 


LEU 


608 


I 36.561 


12.644 


7.738 


1.00 


I 60.59 


A 


J 669 


| CB 


LEU 


608 


| 35.499 


I 1 2.267 


8.773 


1.00 


I 60.18 


1 A 


J 670 


I CG 


LEU 


608 


34.414 


13.234 


9.264 


1.00 


I 61.39 


1 A 


| 671 


CD1 


LEU 


608 


33.099 


1 3.239 


8.441 


1.00 


I 62.18 


A 


I 672 


I CD2 


LEU 


608 


34.119 


1 2.747 


10.668 


1.00 


J 60.55 


1 A 


J 673 


I C 


LEU 


608 


37.247 


I 13.966 


8.093 


I 1.00 


61.63 


A 


J 674 


I 0 


LEU 


608 


I 37.031 


I 14.972 


7.416 


I 1.00 


61.28 


1 A 


| 675 


N 


GLY 


609 


38.095 


1 3.974 


9.125 


I 1.00 


61.90 


A 


| 676 


I CA 


GLY 


609 


38.785 


1 5.206 


9.448 


I 1.00 


62.07 


A 


J 677 


I C 


GLY 


609 


39.165 


15.873 


8.130 


1.00 


I 62.66 


A 


| 678 


I 0 


GLY 


609 


38.727 


16.974 


7.810 


1.00 


I 63.76 


A 


| 679 


N 


TRP 


610 


39.955 


I 15.162 


7.336 


1.00 


62.36 


A 


I 680 


CA 


TRP 


610 


40.419 


15.637 


6.040 


1.00 


60.84 


A 


I 681 


CB 


TRP 


610 


41.207 


! 14.528 


5.364 


1.00 


57.02 


A 


J 682 


CG 


TRP 


610 


41.865 


14.975 


4.130 


1.00 


52.45 


A 


| 683 


CD2 


TRP 


610 


43.040 


1 5.777 


4.054 


1.00 


50.06 


A 


I 684 ! 


CE2 


TRP 


610 


43.335 


15.952 


2.684 


1.00 


48.16 ; 


A 


| 685 


CE3 


TRP 


610 


43.842 


16.405 


5.019 


1.00 


49.35 


A 


I 686 


CD1 


TRP 


610 


41.511 


1 4.679 


2.839 


1.00 


50.18 


A J 


I 687 


NE1 


TRP 


610 


42.404 


1 5.259 


1.967 


1.00 


48.49 I 


A J 


I 688 | 


CZ2 


TRP 


610 


44.446 


1 6.684 


2.250 | 


1.00 


49.59 


A 


J 689 | 


CZ3 


TRP 


610 


44.948 


17.142 


4.592 


1.00 


49.89 


A 


J 690 | 


CH2 


TRP 


610 I 


45.227 


17.292 


3.210 


1.00 | 


50.85 I 


A 


I 691 I 


C 


TRP 


610 


39.353 


16.134 


5.059 


1.00 


61.87 


A 


| 692 I 


O 


TRP 


610 


39.468 


17.219 


4.504 I 


1.00 


62.11 


A 


| 693 J 


N 


ARG 


611 


38.337 


15.321 


4.808 | 


1.00 I 


63.21 


A 


I 694 I 


CA 


ARG 


611 


37.300 


15.718 


3.873 


1.00 I 


64.73 


A 


I 695 | 


CB 


ARG 


611 


36.250 


14.611 


3.737 


1.00 


65.43 


A 


696 


CG 


ARG 


611 


36.749 


13.336 


3.066 


1.00 


64.87 I 


A 


697 


CD 


ARG 


611 


35.582 


12.508 


2.553 


1.00 | 


64.94 


A 


698 


NE 


ARG 


611 


34.683 


12.093 


3.628 


1.00 


66.13 


A 


699 


CZ 


ARG 


611 | 


35.034 


1 1 .266 


4.605 


1.00 


66.82 I 


A 


700 


NH1 


ARG 


611 I 


36.270 


10.765 


4.637 


1.00 


67.98 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


A ft A 

ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




701 


NH2 


ARG 


611 


34.147 


1 0.908 


5.532 


1.00 


64.34 


A 




702 


C 


ARG 


611 


36.646 


16.998 


4.379 


1.00 


66.30 


A 


10 


703 


O 


ARG 


611 


36.212 


17.848 


3.596 


1.00 


67.09 


A 




704 


N 


SER 


612 


36.604 


17.134 


5.696 


1.00 


67.15 


A 




705 


CA 


SER 


612 


36.007 


18.294 


6.336 


1.00 


67.98 


A 


15 


706 


CB 


SER 


612 


35.798 


18.004 


7.807 


1.00 


66.31 


A 




707 


OG 


SER 


612 


34.810 


17.005 


7.922 


1.00 


66.23 


A 




708 


C 


SER 


612 


36.830 


19.548 


6.183 


1.00 


69.48 


A 


20 


709 


O 


SER 


612 


36.322 


20.611 


5.834 


1.00 


69.46 


A 


710 


N 


TYR 


613 


38.107 


19.429 


6.473 


1.00 


71.12 


A 




711 


CA 


TYR 


613 


38.963 


20.571 


6.348 


1.00 


74.12 


A 




712 


CB 


TYR 


613 


40.343 


20.137 


6.799 


1.00 


72.89 


A 


25 


713 


CG 


TYR 


613 


41.520 


20.770 


6.137 


1.00 


72.72 


A 




714 


CD1 


TYR 


613 


41 .827 


22.116 


6.316 


1.00 


71.49 


A 




715 


CE1 


TYR 


613 


43.039 


22.638 


5.861 


1.00 


71.14 


A 


30 


716 


CD2 


TYR 


613 


42.437 


19.967 


5.467 


1.00 


73.13 


A 


717 


CE2 


TYR 


613 


43.636 


20.472 


5.009 


1.00 


73.12 


A 




718 


CZ 


TYR 


613 


43.941 


21.799 


5.214 


1.00 


71.86 


A 




719 


OH 


TYR 


613 


45.173 


22.250 


4.807 


1.00 


71.29 


A 


35 


720 


C 


TYR 


613 


38.914 


21.029 


4.893 


1.00 


76.62 


A 




721 


O 


TYR 


613 


38.594 


22.176 


4.598 


1.00 


77.91 


A 




722 


N 


ARG 


614 


39.149 


20.108 


3.982 


1.00 


79.53 


A 


40 


723 


CA 


ARG 


614 


39.169 


20.433 


2.563 


1.00 


82.42 


A 


724 


CB 


ARG 


614 


39.712 


19.213 


1.827 


1.00 


83.40 


A 




725 


CG 


ARG 


614 


41 .000 


18.718 


2.460 


1.00 


84.51 


A 




726 


CD 


ARG 


614 


42.108 


19.638 


2.084 


1.00 


84.98 


A 


45 


727 


NE 


ARG 


614 


42. 1 50 


19.612 


0.637 


1.00 


87.19 


A 




728 


CZ 


ARG 


614 


43.238 


19.787 


-0.094 


1.00 


89.15 


A 




729 


NH1 


ARG 


614 


44.414 


20.020 


0.490 


1.00 


89.01 


A 


50 


730 


NH2 


ARG 


614 


43.150 


19.678 


-1.414 


1.00 


89.92 


A 


731 


C 


ARG 


614 


37.866 


20.913 


1.904 


1.00 


83.98 


A 




732 


O 


ARG 


614 


37.896 


21.448 


0.794 


1.00 


83.82 


A 




733 


N 


GUM 


615 


36.731 


20.766 


2.586 


1.00 


85.72 


A 


55 


734 


CA 


GLN 


615 


35.446 


21.126 


1.990 


1.00 


87.80 


A 




735 


CB 


GLN 


615 


34.641 


19.833 


1.811 


1.00 


88.02 


A 
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10 



15 



20 



25 



30 



35 



40 



45 



TABLE 2 (continued) 



BINDING DOMAIN OF GR«^^^^ 



ATOM I ATOM 
TYPE 



50 



55 



736 



CG 



737 
738 



739 



CD 
OE1 
NE2 



RESIDUE 



GLN 



740 

741 

742 

743 

744 



745 
746 



747 
748 



749 



750 



751 
752 



753 



754 
755 
756 



757 



758 
759 
760 
761 



762 
763 



764 



765 
766 



767 



768 



769 
770 



C 

~o 

N 

CA 
CB 



OG 
C 



O 
N 

CA 



CB 



OG 
C 



O 
N 

CA 
CB 



O 
N 

CA 
CB 



CG 
OD1 



ND2 



C 
O 



N 

CA 



CB 
CG 



GLN 
GLN 
GLN 



GLN 
GLN 
SER 
SER 
SER 



SER 
SER 



SER 
SER 
SER 



SER 



SER 
SER 



SER 
ALA 
ALA 
ALA 



ALA 
ALA 
ASN 
ASN 
ASN 



ASN 
ASN 



ASN 



ASN 
ASN 



# 



615 



LEU 
LEU 



615 
615 
615 



33.302 



19.930 



32.464 
31.230 
33.131 



18.668 
1 8.697 
17.549 



LEU 
LEU 



615 
615 
616 
616 
616 
616 
616 
616 
617 
617 



34.621 



22.153 



33.419 

35.259 

34.543 

33.235 

33.445 

35.431 

34.953 

36.723 

37.700 



22.280 

22.894 

23.885 

23.296 

22.457 

24.338 

24.572 

24.445 

24.867 



1.105 
1.302 
1.191 
1.598 



OCC 

1.00 
1.00 



1.00 



1.00 



2.763 



1.00 



2.541 
3.663 
4.457 
5.016 



1.00 
1.00 



1.00 
1.00 



6.143 

5.603 

6.711 

5.333 

6.337 



1.00 
1.00 
1.00 
1.00 
1.00 



617 



617 
617 



37.677 
37.701 
37.510 



26.400 
27.099 
24.244 



6.509 
5.276 
7.730 



1.00 
1.00 



1.00 



617 
618 
618 
618 



37.895 
36.912 
36.743 
38.080 



24.856 
23.060 



8.724 
7.831 



1.00 



1.00 



22.448 
22.494 



618 

618 

619 

619 

619 

619 

619 



35.631 

35.706 

34.616 

33.466 

32.907 

33.993 

33.766 



23.069 

23.014 

23.645 

24.275 

25.407 

26.254 

26.909 



9.156 
9.915 
10.026 
11.264 
9.378 
10.044 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



619 



35.175 



26.254 



9.168 
8.533 
7.510 
9.137 



1.00 
1.00 



B 

89.29 
90.00 



1.00 
1.00 



89.30 



619 
619 



32.370 



23.216 10.191 



1.00 



[ 23.120 11-208 | 1.00 



90.17 



620 
620 
620 
620 



32.238 
31.260 
30.476 
29.802 



22.430 



9.127 



1.00 



21 .363 
21 .547 
22.919 



9.020 
7.705 
7.492 



1.00 
1.00 
1.00 



89.16 



89.38 



90.80 



92.99 
92.42 



90.39 
95.02 
95.57 
96.67 
98.08 



98.21 
98.06 



98.69 



99.28 



98.75 



99.29 



98.81 

99.45 

99.79 

98.51 

97.30 



97.72 



97.81 



97.90 
97.55 



96.23 



95.29 



A 
A 



94.73 



92.84 



92.98 



92.80 



A 
A 



A 
A 



A 
A 
A 



A 
A 



A 
A 



A 
A 
A 



A 
A 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




771 


CD1 


LEU 


620 


28.936 


22.943 


6.226 


1.00 


92.07 


A 




772 


CD2 


LEU 


620 


28.939 


23.220 


8.704 


1.00 


92.73 


A 


10 


773 


C 


LEU 


620 


31.983 


19.998 


9.044 


1.00 


91.47 


A 




774 


O 


LEU 


620 


33.207 


19.941 


8.910 


1.00 


91.02 


A 




775 


N 


LEU 


621 


31.229 


18.918 


9.256 


1.00 


89.67 


A 


15 


776 


CA 


LEU 


621 


31 .757 


17.547 


9.256 


1.00 


87.87 


A 




777 


CB 


LEU 


621 


31.206 


16.722 


10.430 


1.00 


87.01 


A 




778 


CG 


LEU 


621 


31.886 


16.853 


11.791 


1.00 


86.70 


A 




779 


CD1 


LEU 


621 


31.304 


15.830 


12.766' 


1.00 


86.15 


A 


20 


780 


CD2 


LEU 


621 


33.378 


16.639 


11.623 


1.00 


85.78 


A 




781 


C 


LEU 


621 


31 .230 


16.961 


7.962 


1.00 


86.90 


A 




782 


O 


LEU 


621 


30.029 


16.809 


7.805 


1.00 


86.82 


A 


25 


783 


N 


CYS 


622 


32.112 


16.619 


7.032 


1.00 


85.92 


A 




784 


CA 


CYS 


622 


31.639 


16.104 


5.753 


1.00 


85.59 


A 




785 


CB 


CYS 


622 


32.449 


16.744 


4.629 


1.00 


85.97 


A 


30 


786 


SG 


CYS 


622 


32.515 


18.552 


4.739 


1.00 


88.73 


A 


787 


C 


CYS 


622 


31.669 


14.596 


5.612 


1.00 


84.70 


A 




788 


O 


CYS 


622 


32.503 


14.057 


4.892 


1.00 


85.08 


A 




789 


N 


PHE 


623 


30.751 


1 3.902 


6.264 


1.00 


83.91 


A 


35 


790 


CA 


PHE 


623 


30.761 


12.459 


6.154 


1.00 


83.55 


A 




791 


CB 


PHE 


623 


29.637 


11.864 


7.015 


1.00 


81.77 


A 




792 


CG 


PHE 


623 


29.897 


11.980 


8.515 


1.00 


80.87 


A 


40 


793 


CD1 


PHE 


623 


29.644 


13.162 


9.210 


1.00 


80.74 


A 


794 


CD2 


PHE 


623 


30.380 


10.890 


9.235 


1.00 


80.88 


A 




795 


CE1 


PHE 


623 


29.870 


1 3.256 


10.601 


1.00 


80.30 


A 




796 


CE2 


PHE 


623 


30.612 


1 0.979 


10.615 


1.00 


80.14 


A 


45 


797 


CZ 


PHE 


623 


30.350 


12.159 


11.297 


1.00 


80.61 


A 




798 


C 


PHE 


623 


30.754 


11.990 


4.674 


1.00 


84.77 


A 




799 


O 


PHE 


623 


31.382 


10.986 


4.343 


1.00 


85.60 


A 


50 


800 


N 


ALA 


624 


30.089 


12.730 


3.790 


1.00 


85.86 


A 


801 


CA 


ALA 


624 


30.081 


12.431 


2.348 


1.00 


87.32 


A 




802 


CB 


ALA 


624 


28.888 


11.576 


1.985 


1.00 


86.51 


A 




803 


C 


ALA 


624 


29.974 


13.821 


1.713 


1.00 


88.99 


A 


55 


804 


O 


ALA 


624 


29.353 


14.699 


2.307 


1.00 


89.36 


A 




805 


N 


PRO 


625 


30.590 


14.071 


0.532 


1.00 


90.51 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




841 


CD1 


ILE 


629 


25.110 


15.415 


9.861 


1.00 


81.23 


A 




842 


C 


ILE 


629 


26.697 


19.304 


9.659 


1.00 


83.83 


A 


10 


843 


0 


ILE 


629 


27.797 


19.755 


9.985 


1.00 


83.14 


A 




844 


N 


ASN 


630 


25.607 


20.021 


9.437 


1.00 


85.68 


A 




845 


CA 


ASN 


630 


25.502 


21.453 


9.547 


1.00 


86.72 


A 


15 


846 


CB 


ASN 


630 


24.607 


21.962 


8.456 


1.00 


86.20 


A 




847 


CG 


ASN 


630 


23.272 


21.261 


8.477 


1.00 


85.18 


A 




848 


OD1 


ASN 


630 


22.946 


20.552 


9.426 


1.00 


84.86 


A 




849 


ND2 


ASN 


630 


22.492 


21.447 


7.437 


1.00 


84.97 


A 


20 


850 


C 


ASN 


630 


24.868 


21.858 


10.857 


1.00 


88.22 


A 




851 


O 


ASN 


630 


24.323 


21.039 


11.613 


1.00 


87.63 


A 




852 


N 


GLU 


631 


24.872 


23.179 


11.018 


1.00 


90.31 


A 


25 


853 


CA 


GLU 


631 


24.398 


23.891 


12.187 


1.00 


91.48 


A 




854 


CB 


GLU 


631 


24.382 


25.385 


11.921 


1.00 


93.00 


A 




855 


CG 


GLU 


631 


23.793 


26.104 


13.115 


1.00 


96.45 


A 


30 


856 


CD 


GLU 


631 


23.464 


27.561 


12.874 


1.00 


98.56 


A 


857 


OE1 


GLU 


631 


22.255 


27.889 


12.773 


1.00 


98.65 


A 




858 


OE2 


GLU 


631 


24.414 


28.374 


12.797 


1.00 


99.30 


A 




859 


C 


GLU 


631 


23.060 


23.541 


12.736 


1.00 


91.50 


A 


35 


860 


0 


GLU 


631 


22.827 


23.560 


13.943 


1.00 


91.38 


A 




861 


N 


GLN 


632 


22.164 


23.270 


1 1 .820 


1.00 


91.77 


A 




862 


CA 


GLN 


632 


20.832 


22.950 


12.183 


1.00 


92.07 


A 


40 


863 


CB 


GLN 


632 


19.965 


23.198 


10.992 


1.00 


93.94 


A 


864 


CG 


GLN 


632 


19.286 


24.573 


10.860 


1.00 


97.21 


A 




865 


CD 


GLN 


632 


19.518 


25.646 


11.945 


1.00 


98.67 


A 




866 


OE1 


GLN 


632 


19.142 


25.505 


13.107 


1.00 


99.98 


A 


45 


867 


NE2 


GLN 


632 


20.095 


26.764 


1 1 .526 


1.00 


99.13 


A 




868 


C 


GLN 


632 


20.837 


21 .487 


12.542 


1.00 


90.67 


A 




869 


0 


GLN 


632 


20.097 


21.044 


13.410 


1.00 


91.24 


A 


50 


870 


N 


ARG 


633 


21.686 


20.733 


11.873 


1.00 


89.18 


A 


871 


CA 


ARG 


633 


21.775 


19.313 


12.161 


1.00 


87.17 


A 




872 


CB 


ARG 


633 


22.453 


18.598 


11.021 


1.00 


86.70 


A 




873 


CG 


ARG 


633 


21.431 


17.895 


10.184 


1.00 


84.53 


A 


55 


874 


CD 


ARG 


633 


22.020 


17.447 


8.896 


1.00 


83.94 


A 




875 


NE 


ARG 


633 


21.077 


16.992 


7.877 


1.00 


82.31 


A 
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ATOM 
TYPE 



RESIDUE 





876 [ 


CZ 








10 


| 878 ] 


NH2 




| 879 I 


c~ 




I 880 


0 


15 


(881 






1.00 




A 


1.00 


89.94 \ 


A I 


1.00 


90.42 1 


A J 


1.00 


91 .24 [ 


A J 


1.00 


92.26 I 




1.00 


92.82 I 


A I 


1.00 


92.86 


A j 


"Too - 


90.58 


A ] 


1.00 


90.48 


A J 


1.00 


90.59 


I A J 


1.00 


90.32 


I A j 


1.0<T" 


91 .07 


1 A J 


ukT~ 


90.73 


a ZZj 




90.37 


T A 


1.00 


91.70 


"1 A 




93.14 


"1 A 
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ATOMIC STRUCTURE COORDINATE OATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRot IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




911 


N 


CYS 


638 


21.589 


14.316 


20.539 


1.00 


91.74 


A 




912 


CA 


CYS 


638 


22.857 


13.860 


20.917 


1.00 


91.86 


A 


10 


913 


CB 


CYS 


638 


22.672 


1 2.435 


21 .382 


1.00 


91.44 


A 




914 


SG 


CYS 


638 


22.362 


12.383 


23.136 


1.00 


92.33 


A 




915 


C 


CYS 


638 


24.004 


14.008 


19.970 


1.00 


91.43 


A 


15 


916 


0 


CYS 


638 


24.977 


1 3.305 


20.113 


1.00 


92.21 


A 




917 


N 


MET 


639 


23.955 


14.977 


19.074 


1.00 


90.28 


A 




918 


CA 


MET 


639 


25.003 


15.076 


18.076 


1.00 


89.06 


A 




919 


CB 


MET 


639 


24.474 


15.815 


1 6.875 


1.00 


89.67 


A 


20 


920 


CG 


MET 


639 


25.057 


1 5.363 


15.576 


1.00 


89.96 


A 




921 


SD 


MET 


639 


23.803 


14.471 


14.669 


1.00 


91.78 


A 




922 


CE 


MET 


639 


24.470 


12.873 


14.665 


1.00 


91.55 


A 


25 


923 


C 


MET 


639 


26.280 


1 5.742 


18.432 


1.00 


88.30 


A 




924 


0 


MET 


639 


27.390 


1 5.236 


18.249 


1.00 


88.54 


A 




925 


N 


TYR 


640 


26.089 


16.955 


18.882 


1.00 


87.19 


A 


30 


926 


CA 


TYR 


640 


27.202 


17.757 


19.177 


1.00 


85.96 


A 


927 


CB 


TYR 


640 


26.724 


1 9.072 


19.707 


1.00 


83.25 


A 




928 


CG 


TYR 


640 


27.903 


19.924 


19.724 


1.00 


81.17 


A 




929 


CD1 


TYR 


640 


28.386 


20.449 


18.536 


1.00 


80.77 


A 


35 


930 


CE1 


TYR 


640 


29.621 


21.033 


18.475 


1.00 


79.85 


A 




931 


CD2 


TYR 


640 


28.685 


20.016 


20.866 


1.00 


79.86 


A 




932 


CE2 


TYR 


640 


29.923 


20.591 


20.822 


1.00 


79.30 


A 


40 


933 


CZ 


TYR 


640 


30.388 


21.095 


19.622 


1.00 


79.94 


A 


934 


OH 


TYR 


640 


31.638 


21.656 


19.564 


1.00 


79.45 


A 




935 


C 


TYR 


640 


28.230 


17.187 


20.119 


1.00 


86.91 


A 




936 


0 


TYR 


640 


29.423 


17.431 


19.984 


1.00 


87.67 


A 


45 


937 


N 


ASP 


641 


27.773 


16.429 


21 .093 


1.00 


88.23 


A 




938 


CA 


ASP 


641 


28.693 


1 5.872 


22.061 


1.00 


89.33 


A 




939 


CB 


ASP 


641 


27.933 


15.217 


23.184 


1.00 


91.25 


A 


50 


940 


CG 


ASP 


641 


27.827 


16.076 


24.402 


1.00 


92.97 


A 


941 


OD1 


ASP 


641 


28.852 


16.625 


24.886 


1.00 


93.24 


A 




942 


OD2 


ASP 


641 


26.684 


16.169 


24.889 


1.00 


93.94 


A 




943 


C 


ASP 


641 


29.574 


14.812 


21 .474 


1.00 


89.35 


A 


55 


944 


O 


ASP 


641 


30.653 


14.546 


21 .979 


1.00 


89.26 


A 




945 


N 


GLN 


642 


29.045 


14.178 


20.434 


1.00 


89.50 


A 
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10 



15 



20 



25 



30 



35 



40 



TABLE 2 (continued) 



^^^^^ 

BINDING DOM AIN OF GRa IN COMPLEX WIT H^Fl^ r"5ccl B f*™ 



ATOM 



946 



45 



50 



55 



947 



948 



949 



ATOM | RESIDUE 
TYP E 

"CA I GLN 



CB 



CG 



CD 



950 
951 



OE1 

~nI£ 



952 
953 
954 



955 
956 
957 
958 
959 



960 
961 
962 



963 
964 



965 



966 



967 
968 
969 
970 



971 
972 



N 



CA 
CB 
SG 



O 



N 

CA 
CB 



CG 
CD 



CE 



NZ 



N 

CA 



980 



GLN 



GLN 
GLN 



GLN 
GLN 



CA 



GLN 
GLN 

CYS 



CYS 
CYS 
CYS 
CYS 
CYS 



LYS 
LYS 



LYS 
LYS 



LYS 



LYS 



LYS 
T^S 
HIS 
HIS 



HIS 

HIS 

HIS 

HIS 
HIS 
HIS 

TIlS 
HIS 
MET 
MET 



# 



642 



642 



29.666 



13.099 I 19.688 



642 
642 



642 
642 



642 



643 
643 
643 
643 



28.526 
27.962 



1 2.237 | 19-044 
10.822 19.594 I 1.00 



1.00 

Too 



26.681 



10.417 18.792 1-00 



26.221 
26.098 



9.266 18.765 1.00 



89.13 
90.27 
91.79 



ATOM 
A 



11.421 18.152 



1.00 



30.568 



29.961 
30.607 
29.579 
28.434 



13.716 I 18.613 LOO 
13.430 I 18.522 ] 1^00 



14.599 
15.296 
16.175 
1 5.246 



643 31.835 16.167 



643 
644 



32.634 
31 .978 



644 I 33.050 



16.451 
16.570 
17.445 
17.650 



644 33.903 



18.465 
18.350 



644 32.292 



18.434 



644 32.193 



18.431 



644 34.451 



16.938 



17.822 | 


1.00 


16.691 I 


1.00 


1 5.965) 


Too" 


14.937 | 


Too" 


16.978 


Too" 


16.086 




18.224 


Too" 


18.689 


] Too 


20.164 


1 1.00 



20.828 
22.330 



22.762 



24.245 



18.505 



fid 4 1 35^24 17.654 18.224 

645 34.526 [ 15.664 | 18J75 



645 I 35.747 



14.987 18.710 



1.00 
1.00 



1.00 



1.00 



-^T— l 13.663 19.317 

13. 776 | 20.783 
14.279 21.392 



"645 |35.703 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



645 
645 
645 
645 
646 



646 



35.135 
36.392 
36.286 
37.442 
35.403 



35.847 



14.319 22.824 1-00 
14.616 22.663 1-00 
14.967 17.372 1^00 



15.286 17.131 



1.00 



14.670 16. 460 1-00 
"l 4.655 15.125 Too 



93.88 



94.69 



94.27 



88.31 



87.84 

87.09 

86.13 

85.59 

86.84 

85.11 

85.48 



83.90 
82.99 



83.94 



84.87 



85.64 



86.34 



85.91 



82.08 

81.31 

81.67 

81.48 

83.43 

85.32 

86.28 

86.22 



87.26 
87.68 



80.40 



79.49 



79.68 
78.11 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRcc IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




981 


CB 


MET 


646 


34.794 


14.004 


14.287 


1.00 


78.69 


A 




982 


CG 


MET 


646 


34.894 


12.531 


14.452 


1.00 


78.50 


A 


10 


983 


SD 


MET 


646 


33.445 


11.861 


15.209 


1.00 


80.06 


A 




984 


CE 


MET 


646 


32.393 


11.981 


13.892 


1.00 


82.37 


A 




985 


C 


MET 


646 


36.199 


16.020 


14.595 


1.00 


76.66 


A 


15 


986 


O 


MET 


646 


37.186 


16.151 


13.878 


1.00 


76.52 


A 




987 


N 


LEU 


647 


35.414 


17.042 


14.944 


1.00 


75.12 


A 




988 


CA 


LEU 


647 


35.692 


18.380 


14.416 


1.00 


74.23 


A 


20 


989 


CB 


LEU 


647 


34.616 


19.401 


14.824 


1.00 


73.81 


A 


990 


CG 


LEU 


647 


33.384 


19.749 


13.952 


1.00 


72.95 


A 




991 


CD1 


LEU 


647 


32.473 


20.475 


14.890 


1.00 


73.14 


A 




992 


CD2 


LEU 


647 


33.651 


20.650 


12.712 


1.00 


74.46 


A 


25 


993 


C 


LEU 


647 


37.038 


18.786 


14.921 


1.00 


73.06 


A 




994 


O 


LEU 


647 


37.798 


19.493 


14.267 


1.00 


73.18 


A 




995 


N 


TYR 


648 


37.343 


18.325 


16.105 


1.00 


71.81 


A 


30 


996 


CA 


TYR 


648 


38.626 


18.614 


16.615 


1.00 


70.55 


A 


997 


CB 


TYR 


648 


38.770 


17.967 


17.942 


1.00 


71.32 


A 




998 


CG 


TYR 


648 


40.193 


17.938 


18.201 


1.00 


72.59 


A 




999 


CD1 


TYR 


648 


40.922 


16.773 


18.043 


1.00 


72.98 


A 


35 


1000 


CE1 


TYR 


648 


42.276 


1 6.793 


18.159 


1.00 


74.89 


A 




1001 


CD2 


TYR 


648 


40.849 


19.122 


18.479 


1.00 


73.43 


A 




1002 


CE2 


TYR 


648 


42.193 


19.160 


18.595 


1.00 


74.28 


A 


40 


1003 


CZ 


TYR 


648 


42.909 


17.992 


18.446 


1.00 


75.87 


A 


1004 


OH 


TYR 


648 


44.259 


18.004 


18.666 


1.00 


78.05 


A 




1005 


C 


TYR 


648 


39.727 


1 8.082 


15.672 


1.00 


69.47 


A 




1006 


O 


TYR 


648 


40.782 


18.697 


1 5.527 


1.00 


69.10 


A 


45 


1007 


N 


VAL 


649 


39.535 


16.936 


15.042 


1.00 


68.99 


A 




1008 


CA 


VAL 


649 


40.641 


16.531 


14.205 


1.00 


68.88 


A 




1009 


CB 


VAL 


649 


40.677 


14.969 


13.955 


1.00 


69.22 


A 


50 


1010 


CG1 


VAL 


649 


39.292 


14.369 


13.993 


1.00 


68.78 


A 


1011 


CG2 


VAL 


649 


41.391 


14.663 


12.652 


1.00 


69.29 


A 




1012 


C 


VAL 


649 


40.674 


17.386 


12.935 


1.00 


68.29 


A 




1013 


O 


VAL 


649 


41.747 


17.830 


12.515 


1.00 


67.00 


A 


55 


1014 


N 


SER 


650 


39.507 


17.680 


12.368 


1.00 


69.10 


A 




1015 


CA 


SER 


650 


39.425 


18.528 


11.170 


1.00 


69.39 


A 
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TABLE 2 (continued) 

ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM I 


ATOM 

TV DC 


RESIDUE 


* r 


X 


X./ 


-7 

c 




B 


ATOM 


10 id ; 




^FR 


650 

i 


37.979 T 


18.727 | 


10.752 


1.00 


69.29 


A l 


I U I / 




SER I 


650 ! 


37.915 T 


19.900 j 


9.974 


1.00 


71.17 




H r\ H Q 

1018 


O 


ciFR 1 
o t n i 


650 

W W W 1 


40.015 T 


19.922 | 


11.379 


1.00 


69.02 


~ k J 


4 A 4. Ci 




^FR 


650 i 


40.648 j 


20.502 


10.486 


1.00 


68.81 


A j 


■a A OA 

1020 


M 
IN 


CCD I 
OLn 


651 ! 

ww i j 


39.758 I 


20.475 


12.557 


1.00 


68.62 


A J 


4 AOH I 
1 0^1 | 




SFR 

OLn 


651 

W W 1 1 


40.248 | 


21.799 


12.916 


1.00 


68.72 


A j 


1022 | 




QFR 1 


651 f 

W W ■ | 


39.724 I 


22.166 | 


14.315 


1.00 


70.09 


A 1 


1023 




<^FR 


651 


40.748 I 


22.677 | 


15.162 | 


1.00 


72.58 


A j 


1024 




CCD i 

otn 


fiol i 


41 772 ! 


21.790 I 


12.913 | 


1.00 


67.36 


A J 


4 AOC 

j 1025 


Oi 


^FR 1 
ocn 


651 I 


42.430 1 


22.683 I 


12.3791 


1.00 


66.28 


A j 


4 AOC I 

j 1 0^D j 


M 
IN 


dL\J 1 


652 


42.310 I 


20.739 j 


13.514J 


1.00 


66.84 


A 


t 4 AO~7 I 

I, 1 027 




r^i 1 1 1 

ULU 


652 


43.737 j 


20.543 


13.652 | 


1.00 


65.75 


~ k J 


4 AOO I 

1 028 


OD 

Ob | 




652 


43 950 I 


19.303 I 


14.497J 


1.00 


65.94 


A 


1 029 




r;i 1 1 ' 


652 


45.026 


19.432 


15.539 


1.00 


68.92 


A 


4 aoa 

1 030 ! 


OU 




652 

W«-»£- 


45.053 


20.768 


16.255 


1.00 


70.91 


A 


I -i aoh, 
| lOol 


UC I 




652 

w w^» 


44.020 


21.469 


16.341 


1.00 


72.27 


A 


j 1032 




HI 1 1 
o LU 


652 

w%mJ£- 


46.141 


21.107 


16.753 


UK) 1 


73.20 


A 


1033 


, O 


OLU 


652 


44 472 


20.448 


12.323 


1.00 


64.24 


A 


4 AO vt 

I 1034 


r\ 




I 652 

t- 


45.601 


j 20.931 


12.202 


UK) 


64.18 


A 


4 AOC 

1 035 


M 
IN 


j 1 FLJ 

LtU 


i 653 

] wwwj 


I 43.838 


19.818 


11.339 


1.00 


63.37 


A 


4 AOC 

i 1036 


l OA 


1 1 Fl 1 


\ 653 

www 


I 44.407 


19.689 


9.997 


1^00 


62.68 


A 


1 037 


Ob 


! i pi I 


www 


I 43 51 5 


I 18.797 


9.117 


1.00 


60.31 


A 


I 4 AOO 

| 1 038 


! OO 

Oo 


I 1 Fl 1 
I LlU 


I 653 

W*-J W 


I 43.496 


17.298 


9.453 


I 1T00 


58.08 


A 


4 AOO 

1 039 


oni 


i 1 Fll 


I 653 

www 


I 42.502 


16.529 


] 8.584 


j 1^00 


56.65 


A 


! 4 A A A 

1 040 


! ono 


1 1 FU 

I LlU 


I 653 

www 


I 44.889 


1 16.766 


1 9.259 


1 UK) 


55.94 


A 


4 f\ A 4 

1041 


o 


1 Fl 1 


I 653 

W w W 


44.437 


21.100 


1 9.425 


1 Too 


63.49 


A 


» 4 A Jl O 

1042 


* o 


! 1 Fl 1 


1 653 

WWW 


j 45.454 


21.574 


j 8.919 


1 Too 


63.20 


A 


1043 


N 


i HI Q 

! nio 




! 43 303 


1 21.773 


| 9.532 


j 1.00 


65.44 


A 


1044 


| CA 


HIS 


654 


43.155 


23.131 


9.050 


1.00 


66.40 


A 


1045 


CB 


HIS 


1 654 


41.757 


23.639 


1 9.408 


1 1.00 


68.67 


A 


1046 


1 CG 


1 Hli 


1 654 


41.466 


24.995 


1 8.860 


1 "LOO 


70.94 


A 


1047 


CD2 


1 HIS 


1 654 


40.952 


25.380 


1 7.669 


1 -Too 


72.19 


A 


1048 


ND1 


1 HIS 


1 654 


41.829 


26.151 


1 9.517 


1 1.00 


72.01 


A 


1049 


CE1 


1 Sis 


1 654 


41.561 


27.190 


1 8.743 


1 1.00 


72.60 


A 


1050 


7 NE2 


| HIS 


1 654 


41.031 


26.749 


1 7.620 


1 1.00 


73.26 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


A y*"v ft A 

ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




1051 


C 


HIS 


654 


44.217 


24.058 


9.639 


1.00 


66.64 


A 




1052 


O 


HIS 


654 


44.982 


24.702 


8.912 


1.00 


66.69 


A 


10 


1053 


N 


ARG 


655 


44.253 


24.114 


10.964 


1.00 


66.13 


A 




1054 


CA 


ARG 


655 


45.198 


24.945 


11.685 


1.00 


65.54 


A 




1055 


CB 


ARG 


655 


45.095 


24.674 


13.168 


1.00 


66.61 


A 


15 


1056 


CG 


ARG 


655 


45.840 


25.672 


14.004 


1.00 


68.07 


A 




1057 


CD 


ARG 


655 


46.173 


25.076 


15.332 


1.00 


68.45 


A 




1058 


NE 


ARG 


655 


47.501 


24.497 


15.290 


1.00 


71.04 


A 


20 


1059 


CZ 


ARG 


655 


47.952 


23.630 


16.183 


1.00 


73.26 


A 


1060 


NH1 


ARG 


655 


47.162 


23.252 


17.177 


1.00 


74.95 


A 




1061 


NH2 


ARG 


655 


49.193 


23.158 


16.096 


1.00 


73.03 


A 




1062 


C 


ARG 


655 


46.624 


24.670 


11.277 


1.00 


65.54 


A 


25 


1063 


O 


ARG 


655 


47.460 


25.575 


11.222 


1.00 


66.10 


A 




1064 


N 


LEU 


656 


46.920 


23.408 


11.014 


1.00 


65.42 


A 




1065 


CA 


LEU 


656 


48.272 


23.039 


10.645 


1.00 


65.44 


A 


30 


1066 


CB 


LEU 


656 


48.584 


21.653 


11.206 


1.00 


64.44 


A 


1067 


CG 


LEU 


656 


49.148 


21.728 


12.619 


1.00 


63.25 


A 




1068 


CD1 


LEU 


656 


49.549 


20.337 


13.064 


1.00 


63.29 


A 




1069 


CD2 


LEU 


656 


50.358 


22.650 


12.625 


1.00 


62.26 


A 


35 


1070 


C 


LEU 


656 


48.571 


23.094 


9.150 


1.00 


65.58 


A 




1071 


O 


LEU 


656 


49.705 


22.815 


8.734 


1.00 


64.71 


A 




1072 


N 


GLN 


657 


47.558 


23.501 


8.375 


1.00 


66.26 


A 


40 


1073 


CA 


GLN 


657 


47.599 


23.588 


6.907 


1.00 


67.33 


A 


1074 


CB 


GLN 


657 


48.272 


24.883 


6.412 


1.00 


70.37 


A 




1075 


CG 


GLN 


657 


47.332 


26.121 


6.337 


1.00 


74.91 


A 




1076 


CD 


GLN 


657 


46.109 


25.932 


5.418 


1.00 


77.90 


A 


A i— 

45 


1077 


OE1 


GLN 


657 


44.957 


26.078 


5.853 


1.00 


79.08 


A 




1078 


NE2 


GLN 


657 


46.362 


25.622 


4.145 


1.00 


79.44 


A 




1079 


C 


GLN 


657 


48.306 


22.374 


6.365 


1.00 


66.01 


A 


50 


1080 


0 


GLN 


657 


49.342 


22.467 


5.708 


1.00 


67.61 


A 


1081 


N 


VAL 


658 


47.714 


21.224 


6.663 


1.00 


64.56 


A 




1082 


CA 


VAL 


658 


48.246 


19.938 


6.260 


1.00 


63.29 


A 




1083 


CB 


VAL 


658 


47.627 


1 8.787 


7.098 


1.00 


61.27 


A 


55 


1084 


CG1 


VAL 


658 


48.073 


17.451 


6.544 


1.00 


60.69 


A 




1085 


CG2 


VAL 


658 


48.063 


18.902 


8.562 


1.00 


59.00 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 



ATOM I 


ATOM I 
TYPE 


RESIDUE 


1 1 j 


v 

A 


v 


7 


OCC 


B I 


ATOM 


1086 i 


c \ 


VAL j 


658 1 


48.093 


19.630 


4.779 


1.00 


63.70 


A I 


1 087 


O | 


VAL | 


658 j 


47.011 


19.686 


4.196 


1.00 


64.37 I 


A 1 


1088 I 


N I 


SER 


659 1 


49.249 


19.304 


4.214 


1.00 


64.31 


A 


1089 l 


CA I 


sIr [ 


659 j 


49.510 


18.938 


2.829 


1.00 


64.00 


A 


1090 


CB 


sIr [ 


659 | 


51.038 


18.836 


2.715 


1.00 


65.00 I 


A 


1091 


OG I 


sIr [ 


659 [ 


51.521 


18.491 


1.435 


1.00 


68.63 j 


A _J 


1 1 092 I 


C I 


SER 


659 I 


48.833 


17.594 


2.491 


1.00 


63.59 J 


A 


1 093 ! 


o 1 


sIr [ 


659 1 


48.599 


16.781 


3.384 


1.00 


63.80 I 


A 1 


1 094 


N 1 


TYR 


660 I 


48.512 


17.353 


1.219 


1.00 


62.62 I 


A 


1 1 095 


CA 1 


TYR 


660 


47.894 


16.080 


0.862 


1.00 


60.90I 


A J 


1 1 096 ! 


CB 1 


TYR 1 


660 1 


47.483 


1 6.023 


-0.603 


1.00 


57.88 I 


A I 


i 1 097 i 


CG 


TYR 


660 | 


46.622 


14.816 


-0.889 


1.00 


55.47 j 


A 1 


! 1 098 I 


CD1 i 


TYR 


660 


45.585 


14.484 


-0.024 


1.00 


54.48 I 


A 


1 1 099 
i \j & 


CE1 ! 


TYR 


660 J 


44.729 


1 3.439 


-0.283 


1.00 


52.21 1 


A 


1 1100 


CD2 ' 


TYR 


660 


46.791 


14.045 


-2.044 


1.00 


53.60 


A 


I 1101 


CE2 


TYR 


660 


45.926 


1 2.977 


-2.318 


1.00 


52.33 


A 


1102 


CZ 


TYR 


660 


44.892 


12.692 


-1 .427 


1.00 


52.28 


A 


1 1103 


OH 


1 TYR 


660 


43.969 


11.695 


-1.661 


1.00 


53.74 


A 


1 1104 


i C 


TYR 


660 


48.888 


14.964 


1.086 


1.00 


61.71 


A | 


11 OS 


; o 


! TYR 


660 


48.546 


13.894 


1.581 


1.00 


62.27 


A 


I 1106 


N 


GLU 


661 


50.129 


15.213 


0.693 


1.00 


62.99 


1 A 


V 1107 


i CA 


GLU 


661 


51.145 


14.205 


0.853 


1.00 


64.16 


A 


1 1 08 

1 1 1 \J\J 


CB 


GLU 


661 


52.430 


14.641 


0.165 


1.00 


65.20 


A 


\ 1109 


CG 


1 GLU 


661 


| 52.264 


14.520 


-1 .334 


1.00 


68.41 


A 


I 1110 


1 CD 


GLU 


661 


I 53.567 


14.573 


-2.093 


1.00 


70.81 


A 


I 1111 
[ i i i i 


1 OE1 


j GLU 


I 661 


54.627 


14.807 


-1 .463 


1.00 


69.79 


1 A 


1 1112 


1 OE2 


GLU 


661 


53.525 


14.381 


-3.331 


1.00 


73.10 


A 


1113 


1 ^ 


j GLU 


| 661 


| 51.338 


13.912 


2.319 


1.00 


63.87 


1 A 


1114 


1 0 


GLU 


661 


51.208 


12.760 


2.734 


1.00 


64.43 


A 


1115 


N 


| GLU 


I 662 


| 51.626 


14.943 


3.107 


1.00 


62.73 


1 A 


1116 


CA 


GLU 


662 


51.788 


1 4.740 


4.535 


1.00 


60.94 


A 


1117 


1 CB 


1 GLU 


1 662 


51.820 


1 6.072 


5.260 


1.00 


62.39 


1 A 


1118 


j CG 


1 GLU 


1 662 


53.120 


16.809 


5.171 


1.00 


63.89 


l A 


1119 


CD 


GLU 


662 


52.926 


1 8.276 


5.467 


1.00 


65.88 


A 


1120 


| OE1 


j GLU 


662 


51 .759 


18.720 


5.449 


1.00 


66.26 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




1121 


OE2 


GLU 


662 


53.923 


18.992 


5.705 


1.00 


66.78 


A 




1122 


C 


GLU 


662 


50.611 


13.923 


5.068 


1.00 


59.42 


A 


10 


1123 


O 


GLU 


662 


50.791 


13.031 


5.897 


1.00 


59.90 


A 




1124 


N 


TYR 


663 


49.408 


14.232 


4.587 


1.00 


57.33 


A 




1125 


CA 


TYR 


663 


48.182 


13.546 


5.016 


1.00 


57.29 


A 


15 


1126 


CB 


TYR 


663 


46.944 


14.179 


4.372 


1.00 


55.05 


A 




1127 


CG 


TYR 


663 


45.719 


13.267 


4.361 


1.00 


52.55 


A 




1128 


CD1 


TYR 


663 


44.988 


1 3.044 


5.526 


1.00 


52.08 


A 


20 


1129 


CE1 


TYR 


663 


43.829 


12.242 


5.521 


1.00 


51.10 


A 


1130 


CD2 


TYR 


663 


45.272 


12.661 


3.180 


1.00 


51.77 


A 




1131 


CE2 


TYR 


663 


44.114 


11.856 


3.161 


1.00 


50.54 


A 




1132 


CZ 


TYR 


663 


43.390 


11.656 


4.340 


1.00 


51.46 


A 


25 


1133 


OH 


TYR 


663 


42.207 


10.922 


4.350 


1.00 


52.74 


A 




1134 


C 


TYR 


663 


48.114 


12.068 


4.685 


1.00 


57.96 


A 




1135 


0 


TYR 


663 


47.530 


1 1 .268 


5.430 


1.00 


58.51 


A 


30 


1136 


N 


LEU 


664 


48.652 


11.726 


3.520 


1.00 


58.19 


A 


1137 


CA 


LEU 


664 


48.629 


10.366 


3.047 


1.00 


57.31 


A 




1138 


CB 


LEU 


664 


49.030 


10.342 


1.576 


1.00 


56.51 


A 




1139 


CG 


LEU 


664 


47.854 


1 0.677 


0.655 


1.00 


54.66 


A 


35 


1140 


CD1 


LEU 


664 


48.206 


10.343 


-0.776 


1.00 


54.06 


A 




1141 


CD2 


LEU 


664 


46.639 


9.867 


1.068 


1.00 


52.20 


A 




1142 


C 


LEU 


664 


49.547 


9.511 


3.890 


1.00 


57.26 


A 


40 


1143 


0 


LEU 


664 


49.257 


8.342 


4.184 


1.00 


56.63 


A 


1144 


N 


CYS 


665 


50.652 


10.128 


4.290 


1.00 


56.70 


A 




1145 


CA 


CYS 


665 


51.629 


9.475 


5.118 


1.00 


57.53 


A 




1146 


CB 


CYS 


665 


52.910 


10.292 


5.130 


1.00 


58.19 


A 


45 


1147 


SG 


CYS 


665 


53.830 


10.095 


3.584 


1.00 


63.72 


A 




1148 


C 


CYS 


665 


51.099 


9.299 


6.527 


1.00 


57.62 


A 




1149 


0 


CYS 


665 


51.156 


8.203 


7.082 


1.00 


59.12 


A 


50 


1150 


N 


MET 


666 


50.557 


10.362 


7.109 


1.00 


57.03 


A 


1151 


CA 


MET 


666 


50.042 


10.272 


8.468 


1.00 


56.19 


A 




1152 


CB 


MET 


666 


49.433 


11.608 


8.895 


1.00 


55.82 


A 




1153 


CG 


MET 


666 


50.475 


12.699 


9.005 


1.00 


57.38 


A 


55 


1154 


SD 


MET 


666 


49.817 


14.370 


9.027 


1.00 


58.37 


A 




1155 


CE 


MET 


666 


49.222 


14.475 


10.771 


1.00 


59.18 


A 



93 



EP 1 375 517 A1 

TABLE 2^orm^^_ TZZJtuf LIGAND 

. : — - v ray DIFFRACTION FROM THE LIUAiMu 




1177 \ 


CG 


[ 1178 | 


~CD1 


1179 I 


CD2 | 


| 1180 [ 


c r 


J 1181 [ 


o I 


I 1182 J 


N I 


| 1183 i 


CA [ 


j 1184 


I CB 




CG 


[ 1186^ 


1 CD1 


I 1187 


CD2 


j 1188 


C 


| 1189 


0 


l 1190 


N 



94 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


bbbb> -a**, a apa* m | -bbb 

RESIDUE 


# 


X 


Y 


Z 


occ 


pah 

B 


ATOM 




1191 


CA 


LEU 


671 


47.216 


1.910 


10.685 


1.00 


58.03 


A 




1192 


CB 


LEU 


671 


47.306 


1.483 


9.207 


1.00 


54.95 


A 


10 


1193 


CG 


LEU 


671 


47.458 


0.030 


8.739 


1.00 


52.63 


A 




1194 


CD1 


LEU 


671 


46.215 


-0.742 


9.077 


1.00 


51.93 


A 




1195 


CD2 


LEU 


671 


47.696 


-0.023 


7.234 


1.00 


51.62 


A 


15 


1196 


C 


LEU 


671 


48.233 


1.167 


11.559 


1.00 


61.12 


A 




1197 


O 


LEU 


671 


47.900 


0.228 


12.291 


1.00 


62.38 


A 




1198 


N 


LEU 


672 


49.470 


1.653 


11.511 


1.00 


63.00 


A 


20 


1199 


CA 


LEU 


672 


50.578 


1.073 


12.259 


1.00 


63.98 


A 


1200 


CB 


LEU 


672 


51 .843 


1.143 


11.395 


1.00 


60.71 


A 




1201 


CG 


LEU 


672 


51.592 


0.994 


9.888 


1.00 


58.47 


A 




1202 


CD1 


LEU 


672 


52.875 


1.217 


9.095 


1.00 


56.96 


A 


25 


1203 


CD2 


LEU 


672 


51.013 


-0.383 


9.621 


1.00 


56.80 


A 




1204 


C 


LEU 


672 


50.826 


1.802 


13.586 


1.00 


66.42 


A 




1205 


O 


LEU 


672 


51 .977 


1.885 


14.027 


1.00 


67.06 


A 


30 


1206 


N 


SER 


673 


49.768 


2.304 


14.231 


1.00 


68.97 


A 


1207 


CA 


SER 


673 


49.936 


3.061 


15.476 


1.00 


72.55 


A 


■ 


1208 


CB 


SER 


673 


49.203 


4.398 


15.391 


1.00 


71.35 


A 




1209 


OG 


SER 


673 


47.818 


4.198 


15.201 


1.00 


70.80 


A 


35 


1210 


C 


SER 


673 


49.584 


2.383 


16.798 


1.00 


75.85 


A 




1211 


O 


SER 


673 


49.707 


2.988 


17.867 


1.00 


76.67 


A 




1212 


N 


SER 


674 


49.095 


1.152 


16.737 


1.00 


79.23 


A 


40 


1213 


CA 


SER 


674 


48.844 


0.423 


17.968 


1.00 


82.13 


A 


1214 


CB 


SER 


674 


47.492 


0.781 


18.613 


1.00 


81.41 


A 




1215 


OG 


SER 


674 


46.385 


0.252 


17.915 


1.00 


84.00 


A 




1216 


C 


SER 


674 


48.970 


-1.056 


17.652 


1.00 


83.87 


A 


45 


1217 


O 


SER 


674 


48.424 


-1 .556 


16.661 


1.00 


84.21 


A 




1218 


N 


VAL 


675 


49.776 


-1.715 


18.477 


1.00 


85.78 


A 




1219 


CA 


VAL 


675 


50.056 


-3.137 


18.373 


1.00 


87.96 


A 


50 


1220 


CB 


VAL 


675 


51.556 


-3.381 


18.110 


1.00 


86.94 


A 


1221 


CG1 


VAL 


675 


51.926 


-2.896 


1 6.726 


1.00 


86.95 


A 




1222 


CG2 


VAL 


675 


52.390 


-2.658 


19.159 


1.00 


87.12 


A 




1223 


C 


VAL 


675 


49.668 


-3.783 


19.704 


1.00 


90.28 


A 


55 


1224 


O 


VAL 


675 


49.483 


-3.092 


20.709 


1.00 


89.69 


A 




1225 


N 


PRO 


676 


49.544 


-5.124 


19.726 


1.00 


93.03 


A 
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40 



45 



TABLE 2 (continued) 



ATOM 



50 



55 



1226 



1227 



1228 
1229 



1230 
1231 



1232 
1233 
1234 
1235 
1236 
1237 
1238 
1239 
1240 
1241 
1242 



ATOM | RESIDUE 
TYPE 



CD 



PRO 



CA 



PRO 



CB 
CG 



1243 
1244 



1246 



1247 
1248 
1249 
1250 



1251 

1252 

1253 

1254 

1255 



1256 
1257 
1258 
1259 
1260 



C 
O 
N 
CA 
CB 
CG 
CD 
CE 
NZ 



N 

CA 



CB 

~CG 



OD2 



C 
O 
N 

CA 



C 
O 
N 

CA 
~CB 



CG 
CD1 
~CD2 
~C 
O 



PRO 
PRO 



PRO 
PRO 

LYS 
LYS 
LYS 

Tys 

LYS 
~LYS 
LYS 
LYS 
T^S 
ASP 
ASP 



ASP 
ASP 



1245 OD1 



ASP 
ASP 



ASP 
ASP 
GLY 
GLY 



GLY 
GLY 

Tiu 

LEU 

Tiu 



LEU 

Tiu 
Tiu 
Tiu 

LEU 



676 
676 



676 
676 



676 
676 



677 
677 
677 
677 
677 
"677 
677 
~677 
677 
678 
678 



49.961 
49.182 



49.235 
49.127 



50.243 
51 .352 



49.933 
50.917 
50.295 
51.160 
51 .244 
52.012 
51.800 
52.107 
53.147 
51 .949 
53.009 



678 
678 



52.524 
51.908 



678 52.320 



678 51.025 



678 
678 
679 
679 



679 

679 

680 

680 

680 

680 

680 

680 

680 

680 



53.469 
53.859 
53.424 
53.840 
53.097 
52.297 
53.382 
52.707 
52.425 
52.093 
52.560 
50.615 
53.547 



54.561 



-6.005 
-5.919 



-7.354 
-7.206 



-5.673 
-5.257 



-5.929 
-5.693 
-5.899 
-5.381 
-6.398 
-7.633 
-8.827 
-6.628 
-6.458 
-7.615 
-8.571 



18.630 
20.904 



20.380 
18.883 



OCC 

1.00 
1.00 



21 .963 
21.626 



23.229 
24.286 
25.670 
26.824 
27.965 
27.522 
28.387 
24.116 
24.761 
23.240 
22.980 



1.00 



1.00 



B 

93.57 
95.42 



ATOM 

A 
A 



94.95 



94.18 



1.00 
1.00 



-9.988 
-10.107 



23.281 
24.656 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



97.54 
98.58 



99.68 



101.53 
102.63 
1 03.79 
104.31 



1.00 



1.00 



104.35 
105.00 
102.18 
101.68 
102.84 



104.29 



1 06.29 



1.00 



-9.342 I 25.551 
-10.974 I 24.842 



-8.488 
-9.493 
-7.286 



21 .532 
20.935 



20.968 



-7.135 19.590 



-8.131 
-8.936 
-8.097 
-8.983 
-8.208 
-6.769 
-5.848 
-6.630 
■10.203 
-10.459 



18.724 
19.203 



1.00 
1.00 



1.00 
1.00 



108.07 



108.43 



109.39 



104.24 
104.59 



1.00 



1.00 



1.00 
1.00 



17.432 

16.504 

15.229 

15.601 

14.516 

15.855 

16.202 

16.850 



1.00 
1.00 



1 03.43 



101.95 



101.17 
100.48 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



100.20 
98.61 



98.06 
97.47 
97.75 
97.02 
97.47 
97.58 



A 
A 



A 
A 
A 
A 
A 



A 
A 



A 
A 



A 
A 



A 

A 

A 

A 

A 

A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRot IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




1261 


N 


LYS 


681 


53.120 


-10.968 


15.211 


1.00 


96.17 


A 




1262 


CA 


LYS 


681 


53.865 


-12.143 


14.837 


1.00 


95.16 


A 


10 


1263 


CB 


LYS 


681 


52.937 


-13.202 


14.245 


1.00 


95.18 


A 




1264 


CG 


LYS 


681 


51.846 


-13.706 


15.192 


1.00 


94.91 


A 




1265 


CD 


LYS 


681 


51.184 


-14.927 


14.581 


1.00 


94.17 


A 


15 


1266 


CE 


LYS 


681 


49.836 


-15.278 


15.191 


1.00 


93.86 


A 




1267 


N2 


LYS 


681 


49.185 


-16.380 


14.418 


1.00 


92.63 


A 




1268 


C 


LYS 


681 


54.937 


-11.770 


1 3.828 


1.00 


95.02 


A 




1269 


O 


LYS 


681 


55.736 


-12.613 


1 3.437 


1.00 


95.32 


A 


20 


1270 


N 


SER 


682 


54.962 


-10.511 


13.397 


1.00 


95.00 


A 




1271 


CA 


SER 


682 


55.981 


-10.080 


12.435 


1.00 


94.85 


A 




1272 


CB 


SER 


682 


55.377 


-9.946 


1 1 .029 


1.00 


94.61 


A 


25 


1273 


OG 


SER 


682 


54.906 


-11.193 


1 0.549 


1.00 


92.86 


A 




1274 


C 


SER 


682 


56.639 


-8.761 


12.842 


1.00 


94.58 


A 




1275 


0 


SER 


682 


57.167 


-8.028 


12.004 


1.00 


94.56 


A 


30 


1276 


N 


GLN 


683 


56.616 


-8.482 


14.144 


1.00 


94.40 


A 


1277 


CA 


GLN 


683 


57.192 


-7.269 


14.710 


1.00 


94.48 


A 




1278 


CB 


GLN 


683 


57.517 


-7.477 


16.180 


1.00 


95.06 


A 




1279 


CG 


GLN 


683 


56.384 


-7.111 


17.096 


1.00 


97.14 


A 


35 


1280 


CD 


GLN 


683 


56.186 


-5.606 


17.210 


1.00 


98.36 


A 




1281 


OE1 


GLN 


683 


55.147 


-5.148 


17.678 


1.00 


99.32 


A 




1282 


NE2 


GLN 


683 


57.189 


-4.835 


16.795 


1.00 


98.03 


A 


40 


1283 


C 


GLN 


683 


58.425 


-6.725 


14.029 


1.00 


94.16 


A 


1284 


0 


GLN 


683 


58.599 


-5.516 


13.948 


1.00 


94.61 


A 




1285 


N 


GLU 


684 


59.301 


-7.596 


13.563 


1.00 


94.49 


A 




1286 


CA 


GLU 


684 


60.494 


-7.084 


12.915 


1.00 


95.02 


A 


45 


1287 


CB 


GLU 


684 


61.445 


-8.230 


12.567 


1.00 


97.72 


A 




1288 


CG 


GLU 


684 


61.936 


-9.001 


13.790 


1.00 


101.32 


A 




1289 


CD 


GLU 


684 


62.713 


-10.245 


1 3.404 


1.00 


1 04.63 


A 


50 


1290 


OE1 


GLU 


684 


62.269 


-10.940 


12.460 


1.00 


1 06.64 


A 


1291 


OE2 


GLU 


684 


63.753 


-10.534 


14.043 


1.00 


105.52 


A 




1292 


C 


GLU 


684 


60.092 


-6.292 


11.671 


1.00 


93.12 


A 




1293 


0 


GLU 


684 


60.516 


-5.148 


11.509 


1.00 


93.19 


A 


55 


1294 


N 


LEU 


685 


59.257 


-6.893 


10.814 


1.00 


90.38 


A 




1295 


CA 


LEU 


685 


58.783 


-6.237 


9.591 


1.00 


88.13 


A 
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w 



15 



20 



25 



30 



35 



40 



45 



50 



TABLE 2 (continued) < 



ATOM 



1296 



55 



1297 



1298 
1299 



1300 
1301 



ATOM | RESIDUE 
T YPE 

CB I LEU 

CG I LBJ 



CD1 
CD2 



LEU 

liu 



LEU 



LEU 



1302 

1303 

1304 

1305 

1306 

1307 

1308 



N 
CA 
CB 
CG 
CD1 
CD2 

"ciT 



PHE 

PHE 

PHE 

PHE 

PHE 

PHE 

PHE 



1309 
1310 
1311 
1312 



CE2 
CZ 



1313 
1314 



N 



CA 



1315 
1316 



CB 
CG 



PHE 
PHE 
PHE 
PHE 



ASP 
ASP 



1317 
1318 



OD1 
OD2 



1319 



1322 
1323 
1324 
1325 



N 

CA 

~cl~ 

CG 
CD 



ASP 
ASP 



ASP 
ASP 



1328 
1329 
1330 



N 



ASP 
ASP 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 

Ile 



# 



685 



685 



686 



686 



687 



687 
688 



688 



57.904 



685 58.232 



685 56.980 
"685 I 58.720 



-7.198 
-7.458 
-7.975 
-6.181 



685 57.970 



58.225 



-4.993 
-3.894 



686 56.990 



688 



56.161 



686 I 55.399 

~686 I 54.501 

~686 I 53.229 

~686 I 54.948 

686 52.399 



-5.178 
-4.083 
-4.497 
-3.431 
-3.267 



8.760 
7.278 
6.550 
6.613 



OCC 



1.00 
1.00 
1.00 

Too 



9.975 
9.482 



1.00 



1.00 



10.860 1.00 



11.334 



1.00 



12.587 | 1-00 



13.117 



1.00 



12.590 | 1-00 



-2.542 I 14.09 0 | 1.00 
-2.243 13.024 1^00 



"686 (52.851 
686 ! 57.013 



,1.505 I 1 4.533 1-00 
-1.352 I 13. 995 | 1-00 
-2.869 11.693 1.00 



56.863 



.L787 11-125 



1.00 



687 57.906 



-3.051 12.657 



1.00 



-1.955 13.088 1 00 



687 59.742 
"687 I 59.088 



-2.445 14.1 65 | 1.00 
-2.582 15.559 1.00 



59.737 



687 57.928 



-3.133 | 16.479 
-2.131 I 15.738 



687 59.476 



59.734 
59.757 



60.962 



-1.326 11.895 
-0.123 I 11^886 
-2.135 10.878 



1.00 
1.00 



1.00 



59.543 



-2.903 
-2.835 
-2.602 
-3.464 
-1 .557 
-0.851 



8.894 

8.520 

7.037 

6.232 

6.680 

8.748 

8.142 

8.628 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



87.12 
86.54 
86.04 
85.14 



87.42 



87.78 



85.68 



83.88 

82.21 

80.95 

80.85 

80.25 

80.58 



80.77 



80.71 
84.16 
84.35 



84.16 



84.15 
86.11 
87.77 



88.21 
88.58 
83.05 



82.98 

81.82 

81.05 

84.35 

89.90 

93.24 

94.85 

94.38 

78.17 

77.26 

74.88 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRcc IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


M\ A**± ft m 

ATOM 




1331 


CA 


ILE 


689 


57.334 


-0.562 


7.807 


1.00 


71.74 


A 




1332 


CB 


ILE 


689 


56.039 


-1 .363 


7.701 


1.00 


70.89 


A 


10 


1333 


CG2 


ILE 


689 


55.087 


-0.735 


6.694 


1.00 


70.61 


A 




1334 


CG1 


ILE 


689 


56.393 


-2.772 


7.253 


1.00 


70.37 


A 




1335 


CD1 


ILE 


689 


55.212 


-3.643 


7.021 


1.00 


70.93 


A 


15 


1336 


C 


ILE 


689 


57.126 


0.753 


8.527 


1.00 


70.52 


A 




1337 


0 


ILE 


689 


57.470 


1.809 


8.012 


1.00 


70.29 


A 




1338 


N 


ARG 


690 


56.600 


0.701 


9.745 


1.00 


68.49 


A 


20 


1339 


CA 


ARG 


690 


56.413 


1.936 


10.470 


1.00 


67.14 


A 


1340 


CB 


ARG 


690 


56.263 


1.660 


11.948 


1.00 


66.55 


A 




1341 


CG 


ARG 


690 


55.840 


2.865 


12.729 


1.00 


65.66 


A 




1342 


CD 


ARG 


690 


54.881 


2.378 


13.767 


1.00 


66.86 


A 


25 


1343 


NE 


ARG 


690 


54.332 


3.440 


14.589 


1.00 


69.11 


A 




1344 


CZ 


ARG 


690 


55.062 


4.204 


15.386 


1.00 


71.32 


A 




1345 


NH1 


ARG 


690 


56.371 


4.020 


15.458 


1.00 


71.35 


A 


30 


1346 


NH2 


ARG 


690 


54.481 


5.144 


16.123 


1.00 


72.01 


A 


1347 


C 


ARG 


690 


57.566 


2.926 


10.263 


1.00 


66.75 


A 




1348 


0 


ARG 


690 


57.328 


4.088 


9.972 


1.00 


66.46 


A 




1349 


N 


MET 


691 


58.814 


2.478 


10.398 


1.00 


67.31 


A 


35 


1350 


CA 


MET 


691 


59.941 


3.402 


10.241 


1.00 


68.50 


A 




1351 


CB 


MET 


691 


61.241 


2.753 


10.733 


1.00 


70.62 


A 




1352 


CG 


MET 


691 


62.461 


3.684 


10.735 


1.00 ' 


73.77 


A 


40 


1353 


SD 


MET 


691 


62.232 


5.254 


11.652 


1.00 


79.07 


A 


1354 


CE 


MET 


691 


61.883 


4.634 


13.390 


1.00 


75.73 


A 




1355 


C 


MET 


691 


60.115 


3.933 


8.813 


1.00 


67.84 


A 




1356 


O 


MET 


691 


60.691 


5.005 


8.602 


1.00 


67.23 


A 


AC 

45 


1357 


N 


THR 


692 


59.617 


3.186 


7.835 


1.00 


67.57 


A 




1358 


CA 


THR 


692 


59.706 


3.621 


6.452 


1.00 


66.26 


A 




1359 


CB 


THR 


692 


59.374 


2.483 


5.479 


1.00 


66.50 


A 


50 


1360 


OG1 


THR 


692 


60.548 


1.686 


5.260 


1.00 


67.25 


A 




1361 


CG2 


THR 


692 


58.880 


3.037 


4.162 


1.00 


66.69 


A 




1362 


C 


THR 


692 


58.730 


4.770 


6.255 


1.00 


65.64 


A 




1363 


O 


THR 


692 


59.078 


5.784 


5.642 


1.00 


65.69 


A 


55 


1364 


N 


TYR 


693 


57.513 


4.621 


6.779 


1.00 


64.80 


A 




1365 


CA 


TYR 


693 


56.536 


5.701 


6.664 


1.00 


64.71 


A 
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TABLE 2 (conwiucu; ciirAMD 



TYPE 



# 


X 


693 


55.103 


693 


T 54.677 


693 


T54.722 


693 


54.519 


693 
693 


54.393 
I 54.190 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


gm 

# 


X 


Y 


Z 


y^N 

occ 


B 


ATOM 




1401 


o 


GLU 


696 


57.417 


11.494 


3.721 


1.00 


63.32 


A 




1402 


N 


LEU 


697 


56.960 


10.593 


5.743 


1.00 


63.97 


A 


10 


1403 


CA 


LEU 


697 


56.350 


11.799 


6.336 


1.00 


63.42 


A 




1404 


CB 


LEU 


697 


55.832 


11.516 


7.764 


1.00 


62.28 


A 




1405 


CG 


LEU 


697 


55.230 


12.693 


8.555 


1.00 


61.21 


A 


15 


1406 


CD1 


LEU 


697 


53.962 


13.141 


7.867 


1.00 


59.88 


A 




1407 


CD2 


LEU 


697 


54.919 


12.305 


10.000 


1.00 


61.08 


A 




1408 


c 


LEU 


697 


57.360 


12.939 


6.401 


1.00 


63.31 


A 




1409 


o 


LEU 


697 


57.017 


14.101 


6.195 


1.00 


63.33 


A 


20 


1410 


N 


GLY 


698 


58.604 


12.604 


6.708 


1.00 


63.85 


A 




1411 


CA 


GLY 


698 


59.631 


13.623 


6.771 


1.00 


64.63 


A 




1412 


c 


GLY 


698 


59.873 


14.137 


5.370 


1.00 


65.37 


A 


25 


1413 


0 


GLY 


698 


60.160 


15.311 


5.164 


1.00 


65.08 


A 




1414 


N 


LYS 


699 


59.754 


13.247 


4.394 


1.00 


66.39 


A 




1415 


CA 


LYS 


699 


59.947 


13.649 


3.011 


1.00 


68.06 


A 


30 


1416 


CB 


LYS 


699 


59.919 


12.437 


2.109 


1.00 


68.79 


A 


1417 


CG 


LYS 


699 


61.185 


11.646 


2.136 


1.00 


71.18 


A 




1418 


CD 


LYS 


699 


60.963 


10.397 


1.352 


1.00 


71 .92 


A 




1419 


CE 


LYS 


699 


62.237 


9.864 


0.785 


1.00 


72.64 


A 


35 


1420 


NZ 


LYS 


699 


61.851 


8.836 


-0.208 


1.00 


73.27 


A 




1421 


c 


LYS 


699 


58.845 


14.604 


2.604 


1.00 


69.09 


A 




1422 


0 


LYS 


699 


59.098 


15.610 


1.933 


1.00 


69.42 


A 


40 


1423 


N 


ALA 


700 


57.620 


14.277 


3.011 


1.00 


68.96 


A 


1424 


CA 


ALA 


700 


56.471 


15.105 


2.711 


1.00 


68.91 


A 




1425 


CB 


ALA 


700 


55.235 


14.525 


3.356 


1.00 


68.39 


A 




1426 


C 


ALA 


700 


56.747 


16.496 


3.250 


1.00 


70.45 


A 


45 


1427 


O 


ALA 


700 


56.729 


17.464 


2.500 


1.00 


70.63 


A 




1428 


N 


ILE 


701 


57.017 


16.581 


4.556 


1.00 


72.26 


A 




1429 


CA 


ILE 


701 


57.319 


1 7.847 


5.249 


1.00 


74.11 


A 


50 


1430 


CB 


ILE 


701 


57.961 


17.556 


6.637 


1.00 


72.88 


A 


1431 


CG2 


ILE 


701 


58.462 


18.835 


7.280 


1.00 


71.61 


A 




1432 


CG1 


ILE 


701 


56.943 


16.850 


7.529 


1.00 


72.83 


A 




1433 


CD1 


ILE 


701 


57.21 6 


16.974 


9.009 


1.00 


72.05 


A 


55 


1434 


C 


ILE 


701 


58.282 


18.721 


4.445 


1.00 


76.37 


A 




1435 


O 


ILE 


701 


57.977 


19.860 


4.077 


1.00 


75.84 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


A TA ft J 

ATOM 


a ^\ ft m 

ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


2 


OCC 


B 


ATOM 




1471 


O 


GLU 


705 


60.574 


23.003 


0.902 


1.00 


114.77 


A 




1472 


N 


GLY 


706 


60.543 


25.241 


1.152 


1.00 


116.18 


A 


10 


1473 


CA 


GLY 


706 


61 .852 


25.398 


0.588 


1.00 


118 63 


A 




1474 


C 


GLY 


706 


62.672 


25.661 


1.834 


1.00 


120.26 


A 




1475 


O 


GLY 


706 


63.853 


25.330 


1.897 


1.00 


121.20 


A 


15 


1476 


N 


ASN 


707 


62.000 


26.216 


2.845 


1.00 


120.91 


A 




1477 


CA 


ASN 


707 


62.581 


26.609 


4.137 


1.00 


121.19 


A 




1478 


CB 


ASN 


707 


61.710 


27.710 


4.716 


1.00 


122.25 


A 


20 


1479 


CG 


ASN 


707 


60.240 


27.387 


4.585 


1.00 


123.17 


A 


1480 


OD1 


ASN 


707 


59.792 


26.332 


5.026 


1.00 


123.06 


A 




1481 


ND2 


ASN 


707 


59.481 


28.285 


3.963 


1.00 


123.82 


A 




1482 


C 


ASN 


707 


62.791 


25.529 


5.210 


1.00 


120.52 


A 


25 


1483 


O 


ASN 


707 


61.919 


25.294 


6.052 


1.00 


120.14 


A 




1484 


N 


SER 


708 


63.978 


24.927 


5.197 


1.00 


120.09 


A 




1485 


CA 


SER 


708 


64.367 


23.864 


6.126 


1.00 


119.78 


A 


30 


1486 


CB 


SER 


708 


65.610 


23.146 


5.586 


1.00 


120.58 


A 


1487 


OG 


SER 


708 


65.402 


22.691 


4.257 


1.00 


121.41 


A 




1488 


C 


SER 


708 


64.639 


24.344 


7.555 


1.00 


118.82 


A 




1489 


O 


SER 


708 


65.222 


23.619 


8.368 


1.00 


118.32 


A 


35 


1490 


N 


SER 


709 


64.208 


25.565 


7.850 


1.00 


117.85 I 


A 




1491 


CA 


SER 


709 


64.394 


26.147 


9.174 


1.00 


116.73 


A 




1492 


CB 


SER 


709 


64.188 


27.660 


9.091 


1.00 


117.22 


A 


40 


1493 


OG 


SER 


709 


65.042 


28.217 


8.105 


1.00 


118.10 


A 


1494 


C 


SER 


709 


63.429 


25.517 


10.191 


1.00 


115.52 


A 




1495 


O 


SER 


709 


63.830 


25.193 


11.317 


1.00 


115.87 


A 




1496 


N 


GLN 


710 


62.168 


25.339 


9.791 


1.00 


112.97 


A 


45 


1497 


CA 


GLN 


710 


61.169 


24.729 


10.669 


1.00 


109.62 


A 




1498 


CB 


GLN 


710 


59.958 


25.657 


10.849 


1.00 


111.67 


A 




1499 


CG 


GLN 


710 


60.193 


26.759 


11.894 


1.00 


113.15 


A 


50 


1500 


CD 


GLN 


710 


58.910 


27.387 


12.420 


1.00 


114.64 


A 


1501 


OE1 


GLN 


710 


58.939 


28.182 


13.364 


1.00 


115.78 


A 




1502 


NE2 


GLN 


710 


57.776 


27.035 


11.815 


1.00 


114.86 


A 




1503 


C 


GLN 


710 


60.720 


23.340 


10.198 


1.00 


106.11 


A 


55 


1504 


o 


GLN 


710 


59.542 


22.973 


10.293 


1.00 


105.36 


A 




1505 


N 


ASN 


711 


61.682 


22.573 


9.692 


1.00 


101.53 


A 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


c 
O 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




1506 


CA 


ASN 


711 


61 .406 


21.225 


9.242 


1.00 


96.35 


A 




1507 


CB 


ASN 


711 


62.540 


20.705 


8.362 


1.00 


95.93 


A 


10 


1508 


CG 


ASN 


711 


62.287 


20.980 


6.892 


1.00 


96.22 


A 




1509 


OD1 


ASN 


711 


63.138 


20.721 


6.041 


1.00 


96.50 


A 




1510 


ND2 


ASN 


711 


61.101 


21.502 


6.587 


1.00 


95.88 


A 


ID 


1511 


C 


ASN 


711 


61 .200 


20.339 


10.461 


1.00 


93.06 


A 




1512 


O 


ASN 


711 


60.173 


1 9.673 


10.568 


1.00 


92.98 


A 




1513 


N 


TRP 


712 


62.142 


20.328 


11.395 


1.00 


88.90 


A 


20 


1514 


CA 


TRP 


712 


61.896 


19.508 


12.573 


1.00 


85.12 


A 


1515 


CB 


TRP 


712 


63.139 


19.345 


13.448 


1.00 


82.71 


A 




1516 


CG 


TRP 


712 


64.206 


18.565 


12.816 


1.00 


78.88 


A 




1517 


CD2 


TRP 


712 


64.273 


17.140 


12.692 


1.00 


77.30 


A 


25 


1518 


CE2 


TRP 


712 


65.454 


16.845 


11.979 


1.00 


77.10 


A 




1519 


CE3 


TRP 


712 


63.495 


1 6.079 


13.175 


1.00 


76.79 


A 




1520 


CD1 


TRP 


712 


65.278 


19.061 


12.155 


1.00 


77.85 


A 


30 


1521 


NE1 


TRP 


712 


66.032 


18.038 


11.638 


1.00 


77.39 


A 


1522 


CZ2 


TRP 


712 


65.824 


15.539 


11.650 


1.00 


77.27 


A 




1523 


CZ3 


TRP 


712 


63.869 


14.773 


12.857 


1.00 


77.22 


A 




1524 


CH2 


TRP 


712 


65.043 


14.516 


12.126 


1.00 


76.39 


A 


35 


1525 


C 


TRP 


712 


60.781 


20.095 


1 3.427 


1.00 


84.16 


A 




1526 


o 


TRP 


712 


60.240 


1 9.394 


14.280 


1.00 


84.15 


A 




1527 


N 


GLN 


713 


60.426 


21.359 


13.233 


1.00 


83.31 


A 


40 


1528 


CA 


GLN 


713 


59.352 


21.887 


14.059 


1.00 


82.44 


A 


1529 


CB 


GLN 


713 


59.316 


23.418 


14.051 


1.00 


85.53 


A 




1530 


CG 


GLN 


713 


58.358 


24.025 


15.110 


1.00 


89.96 


A 




1531 


CD 


GLN 


713 


58.571 


23.473 


16.534 


1.00 


92.69 


A 


45 


1532 


OE1 


GLN 


713 


57.728 


22.737 


17.066 


1.00 


92.02 


A 




1533 


NE2 


GLN 


713 


59.701 


23.832 


17.152 


1.00 


93.58 


A 




1534 


C 


GLN 


713 


58.014 


21.327 


13.595 


1.00 


80.69 


A 


50 


1535 


O 


GLN 


713 


57.169 


20.991 


14.417 


1.00 


80.26 


A 


1536 


N 


ARG 


714 


57.840 


21.202 


12.281 


1.00 


78.63 


A 




1537 


CA 


ARG 


714 


56.596 


20.673 


11.715 


1.00 


76.05 


A 




1538 


CB 


ARG 


714 


56.511 


20.977 


10.226 


1.00 


75.18 


A 


55 


1539 


CG 


ARG 


714 


55.148 


20.658 


9.665 


1.00 


74.15 


A 




1540 


CD 


ARG 


714 


55.015 


21.162 


8.264 


1.00 


73.11 


A 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




1541 


NE 


ARG 


714 


53.718 


20.828 


7.681 


1.00 


72.23 


A 




1542 


CZ 


ARG 


714 


52.573 


21.419 


8.001 


1.00 


71.10 


A 


10 


1543 


NH1 


ARG 


714 


52.542 


22.374 


8.917 


1.00 


70.94 


A 




1544 


NH2 


ARG 


714 


51.459 


21.068 


7.372 


1.00 


69.74 


A 




1545 


C 


ARG 


714 


56.448 


19.173 


11.918 


1.00 


75.24 


A 


15 


1546 


O 


ARG 


714 


55.332 


18.655 


12.017 


1.00 


75.01 


A 




1547 


N 


PHE 


715 


57.573 


18.475 


11.953 


1.00 


74.26 


A 




1548 


CA 


PHE 


715 


57.544 


17.043 


12.167 


1.00 


73.79 


A 


20 


1549 


CB 


PHE 


715 


58.935 


16.456 


12.019 


1.00 


73.23 


A 


1550 


CG 


PHE 


715 


58.969 


14.973 


12.143 


1.00 


73.54 


A 




1551 


CD1 


PHE 


715 


58.715 


14.169 


11.038 


1.00 


74.69 


A 




1552 


CD2 


PHE 


715 


59.213 


14.372 


1 3.367 


1.00 


74.25 


A 


25 


1553 


CE1 


PHE 


715 


58.720 


12.791 


11.148 


1.00 


74.64 


A 




1554 


CE2 


PHE 


715 


59.219 


12.990 


13.494 


1.00 


74.97 


A 




1555 


CZ 


PHE 


715 


58.968 


12.196 


12.383 


1.00 


75.12 


A 


30 


1556 


C 


PHE 


715 


57.049 


16.804 


13.586 


1.00 


73.88 


A 


1557 


O 


PHE 


715 


56.413 


15.791 


13.875 


1.00 


73.98 


A 




1558 


N 


TYR 


716 


57.356 


17.756 


14.466 


1.00 


74.00 


A 




1559 


CA 


TYR 


716 


56.950 


17.682 


15.862 


1.00 


73.76 


A 


35 


1560 


CB 


TYR 


716 


57.698 


1 8.738 


16.681 


1.00 


74.90 


A 




1561 


CG 


TYR 


716 


57.303 


18.724 


18.134 


1.00 


76.12 


A 




1562 


CD1 


TYR 


716 


57.656 


17.657 


18.961 


1.00 


76.63 


A 


40 


1563 


CE1 


TYR 


716 


57.199 


17.579 


20.270 


1.00 


77.14 


A 


1564 


CD2 


TYR 


716 


56.493 


1 9.725 


18.659 


1.00 


76.34 


A 




1565 


CE2 


TYR 


716 


56.028 


19.657 


19.964 


1.00 


77.79 


A 




1566 


CZ 


TYR 


716 


56.383 


18.581 


20.764 


1.00 


77.71 


A 


45 


1567 


OH 


TYR 


716 


55.878 


18.483 


22.037 


1.00 


77.98 


A 




1568 


C 


TYR 


716 


55.445 


17.900 


16.008 


1.00 


73.41 


A 




1569 


0 


TYR 


716 


54.773 


17.154 


16.720 


1.00 


73.40 


A 


50 


1570 


N 


GLN 


717 


54.932 


18.930 


15.341 


1.00 


72.86 


A 


1571 


CA 


GLN 


717 


53.506 


19.246 


15.381 


1.00 


72.51 


A 




1572 


CB 


GLN 


717 


53.199 


20.517 


14.570 


1.00 


74.03 


A 




1573 


CG 


GLN 


717 


53.717 


21.832 


15.172 


1.00 


77.70 


A 


55 


1574 


CD 


GLN 


717 


53.451 


23.065 


14.288 


1.00 


80.63 


A 




1575 


OE1 


GLN 


717 


53.797 


23.094 


13.098 


1.00 


81.29 


A 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




1611 


N 


LEU 


722 


49.249 


13.108 


15.467 


1.00 


63.64 


A 




1612 


CA 


LEU 


722 


49.095 


11.668 


15.344 


1.00 


62.92 


A 


10 


1613 


CB 


LEU 


722 


50.359 


11.048 


14.764 


1.00 


60.54 


A 




1614 


CG 


LEU 


722 


50.490 


11.222 


13.260 


1.00 


57.75 


A 




1615 


CD1 


LEU 


722 


51.771 


10.603 


12.779 


1.00 


55.67 


A 


15 


1616 


CD2 


LEU 


722 


49.301 


10.577 


12.589 


1.00 


55.86 


A 




1617 


C 


LEU 


722 


48.832 


11.061 


16.695 


1.00 


64.43 


A 




1618 


O 


LEU 


722 


47.985 


10.175 


16.833 


1.00 


64.56 


A 




1619 


N 


ASP 


723 


49.575 


11.544 


17.689 


1.00 


66.00 


A 


20 


1620 


CA 


ASP 


723 


49.440 


11.071 


19.063 


1.00 


67.32 


A 




1621 


CB 


ASP 


723 


50.504 


11.708 


19.957 


1.00 


68.83 


A 




1622 


CG 


ASP 


723 


51.815 


10.946 


19.958 


1.00 


71.08 


A 


25 


1623 


OD1 


ASP 


723 


51.917 


9.887 


19.293 


1.00 


71.58 


A 




1624 


OD2 


ASP 


723 


52.751 


11.416 


20.646 


1.00 


72.22 


A 




1625 


C 


ASP 


723 


48.061 


11.390 


19.635 


1.00 


67.50 


A 


30 


1626 


O 


ASP 


723 


47.419 


10.530 


20.233 


1.00 


67.38 


A 


1627 


N 


SER 


724 


47.605 


12.622 


19.460 


1.00 


67.60 


A 




1628 


CA 


SER 


724 


46.306 


12.979 


19.998 


1.00 


68.26 


A 




1629 


CB 


SER 


724 


46.055 


14.481 


19.846 


1.00 


69.65 


A 


35 


1630 


OG 


SER 


724 


46.043 


14.873 


18.485 


1.00 


72.65 


A 




1631 


C 


SER 


724 


45.170 


12.186 


19.355 


1.00 


68.41 


A 




1632 


O 


SER 


724 


44.018 


12.323 


19.749 


1.00 


68.56 


A 


40 


1633 


N 


MET 


725 


45.477 


11.354 


18.361 


1.00 


68.11 


A 


1634 


CA 


MET 


725 


44.421 


10.567 


17.737 


1.00 


66.74 


A 




1635 


CB 


MET 


725 


44.856 


10.002 


16.384 


1.00 


65.02 


A 




1636 


CG 


MET 


725 


44.938 


11.011 


15.260 


1.00 


63.01 


A 


45 


1637 


SD 


MET 


725 


43.372 


11.815 


14.850 


1.00 


61.30 


A 




1638 


CE 


MET 


725 


42.296 


10.467 


14.601 


1.00 


60.48 


A 




1639 


C 


MET 


725 


44.038 


9.417 


18.650 


1.00 


67.46 


A 


50 


1640 


0 


MET 


725 


42.928 


8.894 


18.555 


1.00 


68.23 


A 


1641 


N 


HIS 


726 


44.948 


9.000 


19.524 


1.00 


67.20 


A 




1642 


CA 


HIS 


726 


44.596 


7.924 


20.433 


1.00 


67.38 


A 




1643 


CB 


HIS 


726 


45.810 


7.409 


21.227 


1.00 


64.41 


A 


55 


1644 


CG 


HIS 


726 


46.804 


6.622 


20.417 


1.00 


60.65 


A 




1645 


CD2 


HIS 


726 


48.071 


6.926 


20.043 


1.00 


59.49 


A 
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ATOM I ATOM 




~671 [ 


CG2 I 


VAL 


1672 T 


C L 


VAL 


1673 j 


O [ 


VAL 


1674 "I 


N ] 


GLU 


~T675 I 


CA 


"gLU 


1676 ' 


ci ' 


GLU 


1677 


CG 


GLU 


~~167fT~ 


I CD 


I GLU 


| 1679 


OE1 


GLU 


f 1680 


OE2 


GLU 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


2 


JS. 

occ 


B 


* J""V ft M 

ATOM 




1681 


c 


GLU 


730 


37.671 


7.137 


22.766 


1.00 


84.44 


A 




1682 


O 


GLU 


730 


36.709 


6.375 


22.882 


1.00 


84.46 


A 


10 


1683 


N 


ASN 


731 


37.529 


8.462 


22.726 


1.00 


85.16 


A 




1684 


CA 


ASN 


731 


36.214 


9.114 


22.839 


1.00 


85.37 


A 




1685 


CB 


ASN 


731 


36.325 


10.622 


22.682 


1.00 


86.19 


A 


15 


1686 


CG 


ASN 


731 


36.897 


11.274 


23.882 


1.00 


86.88 


A 




1687 


OD1 


ASN 


731 


36.493 


10.986 


25.005 


1.00 


88.09 


A 




1688 


ND2 


ASN 


731 


37.840 


12.177 


23.667 


1.00 


87.13 


A 




1689 


c 


ASN 


731 


35.213 


8.666 


21.803 


1.00 


85.12 


A 


20 


1690 


0 


ASN 


731 


34.036 


8.481 


22.102 


1.00 


84.67 


A 




1691 


N 


LEU 


732 


35.676 


8.545 


20.573 


1.00 


84.94 


A 




1692 


CA 


LEU 


732 


34.789 


8.139 


19.511 


1.00 


85.15 


A 


25 


1693 


CB 


LEU 


732 


35.490 


8.262 


18.167 


1.00 


83.41 


A 




1694 


CG 


LEU 


732 


35.707 


9.696 


17.691 


1.00 


82.65 


A 




1695 


CD1 


LEU 


732 


36.028 


9.661 


16.211 


1.00 


82.43 


A 


30 


1696 


CD2 


LEU 


732 


34.458 


10.530 


17.939 


1.00 


81.93 


A 


1697 


c 


LEU 


732 


34.269 


6.727 


19.718 


1.00 


86.42 


A 




1698 


0 


LEU 


732 


33.076 


6.476 


19.564 


1.00 


85.99 


A 




1699 


N 


LEU 


733 


35.165 


5.818 


20.099 


1.00 


88.47 


A 


35 


1700 


CA 


LEU 


733 


34.834 


4.407 


20.310 


1.00 


90.36 


A 




1701 


CB 


LEU 


733 


36.145 


3.619 


20.442 


1.00 


89.51 


A 




1702 


CG 


LEU 


733 


36.535 


2.352 


19.657 


1.00 


89.28 


A 


40 


1703 


CD1 


LEU 


733 


.35.949 


2.280 


18.252 


1.00 


88.11 


A 


1704 


CD2 


LEU 


733 


38.058 


2.351 


19.600 


1.00 


88.74 


A 




1705 


C 


LEU 


733 


33.886 


4.098 


21.488 


1.00 


92.45 


A 




1706 


O 


LEU 


733 


32.949 


3.309 


21.325 


1.00 


92.88 


A 


45 


1707 


N 


ASN 


734 


34.111 1 


4.699 


22.662 


1.00 


94.41 


A 




1708 


CA 


ASN 


734 


33.239 


4.446 


23.826 


1.00 


96.34 


A 




1709 


CB 


ASN 


734 


33.569 


5.380 


24.990 


1.00 


98.01 


A 


50 


1710 


CG 


ASN 


734 


34.943 


5.145 


25.555 


1.00 


1 00.48 


A 


1711 


OD1 


ASN 


734 


35.434 


4.013 


25.576 


1.00 


101.32 


A 




1712 


ND2 


ASN 


734 


35.571 


6.209 


26.039 


1.00 


101.67 


A 




1713 


C 


ASN 


734 


31.785 


4.673 


23.465 


1.00 


96.76 


A 


55 


1714 


O 


ASN 


734 


30.903 


3.870 


23.769 


1.00 


96.85 


A 




1715 


N 


TYR 


735 


31 .568 


5.817 


22.828 


1.00 


97.87 


A 
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10 



15 



20 



25 



30 



35 



40 



TABLE 2 (continued) . 

BINDING DOMAINOFGRolN^ f , - T^" M 



ATOM | ATOM j RESIDUE 
TYPE 



45 



50 



1716 
1717 



CA 
CB 



1718 
1719 



55 



CG 
CD1 



1720 
1721 



CE1 
CD2 



1722 
1723 
1724 



CE2 
CZ 

"oh 



1725 



1726 
1727 
1728 



1729 



O 
N 

CA 



CB 



1730 



1731 



1732 
1733 
1734 



SG 



N 

CA 



1735 
1736 



CB 
"cG 



1737 CD1 



1738 
1739 



CD2 

ciT 



1740 CE2 



1741 



CZ 



1742 
1743 
1744 



1745 
1746 
1747 



CA 
~CB 
CG 



TYR 
TYR 



1748 
1749 



CD 

oil 



TYR 
TYR 



TYR 
TYR 



"l750 I NE2 



TYR 
TYR 
TYR 



735 
735 



30.272 
30.446 



735 
735 



29.259 
27.960 



735 
735 



26.864 
29.445 



TYR 



TYR 
CYS 
CYS 
CYS 



28.374 

27.081 

26.037 

29.767 

28.607 



30.652 
30.293 
31 .473 



CYS 
CYS 



736 
736 



31.103 
29.884 



CYS 



736 28.961 



PHE 
PHE 



PHE 
PHE 



737 
737 
737 
^737 



30.605 
30.339 



31 .484 
32.804 



PHE 
PHE 
PHE 



PHE 



737 
"737 
737 
737 



32.864 
33.984 
34.076 
35.203 



PHE 



PHE 
PHE 
GLN 



GLN 
GLN 
GLN 



GLN 
GLN 
GLN 



6.279 I 22.366 
7.677 I 21.791 



8.590 I 21.899 
8.131 I 21.665 



occ 

1.00 
1.00 



B 

98.53 
100.86 



A 
A 



8.992 
9.927 



1.00 
1.00 



10.799 
10.331 
11.228 
5.363 
5.437 



4.519 
3.611 
3.426 



2.373 
2.268 
1.629 



1.849 
0.596 



21 .773 
22.244 
22.357 
22.119 
22.198 
21 .258 
20.856 
20.744 
19.666 
18.719 
17.310 
20.225 
19.719 
21 .262 
21 .952 



1.00 



1.00 
1.00 
1.00 
1.00 



1 03.46 
104.41 



106.25 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



104.91 
106.48 
107.25 



108.22 



97.72 



0.264 I 22.928 
-0.094 i 22.260 



-0.453 I 20.917 

-0.136 I 23.011 

-0.846 | 20.323 

.0.328 ! 22.428 



1.00 
1.00 



98.21 
96.14 
94.51 
93.20 
89.33 
94.66 
93.86 
95.33 
96.63 



95.49 
94.69 



737 I 35.247 
29.034 
28.105 
28.978 
27.801 
27.975 
27.106 
27.583 
26.990 
738 f 28.649~ 



-0.885 21.083 



0.811 
0.003 
1.917 
2.279 
3.716 
4.083 
5.347 
6.429 
5.190 



22.732 
22.647 
23.474 
24.269 



1.00 

Too 

1.00 
1.00 



94.73 
94.55 
94.35 



94.76 



1.00 



94.34 



24.854 
26.120 
26.908 
26.806 



27.697 



98.44 
98.71 
100.30 
102.02 



A 
A 



102.80 
103.60 
104.17 
104.86 



1.00 104.42 



A 
A 
A 
A 
A 
A 
A 
A 
A 



A 
A 



A 
A 



A 
A 
A 
A 



A 
A 
A 
A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




1751 


C 


GLN 


738 


26.573 


2.160 


23.346 


1.00 


103.16 


A 




1752 


O 


GLN 


738 


25.699 


1.328 


23.592 


1.00 


103.35 


A 


10 


1753 


N 


THR 


739 


26.519 


2.936 


22.268 


1.00 


104.30 


A 




1754 


CA 


THR 


739 


25.366 


2.839 


21 .377 


1.00 


105.68 


A 




1755 


CB 


THR 


739 


25.511 


3.778 


20.162 


1.00 


105.48 


A 


15 


1756 


OG1 


THR 


739 


25.991 


5.052 


20.613 


1.00 


106.89 


A 




1757 


CG2 


THR 


739 


24.153 


3.998 


19.494 


1.00 


105.18 


A 




1758 


C 


THR 


739 


25.164 


1.375 


20.940 


1.00 


106.67 


A 


20 


1759 


0 


THR 


739 


24.187 


0.754 


21 .346 


1.00 


107.32 


A 


1760 


N 


PHE 


740 


26.085 


0.808 


20.161 


1.00 


107.75 


A 




1761 


CA 


PHE 


740 


25.950 


-0.590 


19.719 


1.00 


108.45 


A 




1762 


CB 


PHE 


740 


27.286 


-1.127 


19.209 


1.00 


108.59 


A 


25 


1763 


CG 


PHE 


740 


27.268 


-2.597 


18.882 


1.00 


108.29 


A 




1764 


CD1 


PHE 


740 


26.881 


-3.041 


17.620 


1.00 


108.66 


A 




1765 


CD2 


PHE 


740 


27.671 


-3.534 


19.826 


1.00 


108.06 


A 


30 


1766 


CE1 


PHE 


740 


26.896 


-4.404 


17.307 


1.00 


108.89 


A 


1767 


CE2 


PHE 


740 


27.689 


-4.898 


19.524 


1.00 


108.14 


A 




1768 


CZ 


PHE 


740 


27.306 


-5.332 


18.261 


1.00 


108.57 


A 




1769 


C 


PHE 


740 


25.428 


-1.560 


20.785 


1.00 


108.81 


A 


35 


1770 


O 


PHE 


740 


24.731 


-2.519 


20.468 


1.00 


108.65 


A 




1771 


N 


LEU 


741 


25.797 


-1 .336 


22.042 


1.00 


109.39 


A 




1772 


CA 


LEU 


741 


25.322 


-2.207 


23.108 


1.00 


110.49 


A 


40 


1773 


CB 


LEU 


741 


26.425 


-2.500 


24.115 


1.00 


109.37 


A 


1774 


CG 


LEU 


741 


27.685 


-3.170 


23.590 


1.00 


108.46 


A 




1775 


CD1 


LEU 


741 


28.582 


-3.425 


24.770 


1.00 


108.19 


A 




1776 


CD2 


LEU 


741 


27.365 


-4.469 


22.876 


1.00 


108.56 


A 


AC 

45 


1777 


C 


LEU 


741 


24.182 


-1.518 


23.822 


1.00 


112.02 


A 




1778 


0 


LEU 


741 


24.322 


-1.081 


24.963 


1.00 


112.34 


A 




1779 


N 


ASP 


742 


23.056 


-1.419 


23.128 


1.00 


113.82 


A 


50 


1780 


CA 


ASP 


742 


21.864 


-0.782 


23.665 


1.00 


115.47 


A 


1781 


CB 


ASP 


742 


22.182 


0.625 


24.156 


1.00 


116.03 


A 




1782 


CG 


ASP 


742 


20.959 


1.333 


24.685 


1.00 


117.14 


A 




1783 


OD1 


ASP 


742 


21.000 


2.572 


24.835 


1.00 


117.82 


A 


55 


1784 


OD2 


ASP 


742 


19.954 


0.643 


24.954 


1.00 


117.31 


A 




1785 


C 


ASP 


742 


20.805 


-0.706 


22.575 


1.00 


116.45 


A 
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TABLE 2 (continued) _ 



^t^T^M RES,DUE 

TYPE 



0 
N 



10 



15 



20 



25 



30 



35 



40 



1788 
1789 
V790 



CA 
~CG 



1791 


CD | 


1792 \ 


CE | 


[ 1793 I 


NZ 1 


1794 \_ 


C 


^95_T 


/->. l 

o 


1796 I 


* i 


1797 [ 


CA [_ 


1798 


~ CB [ 


1799 




1800 


"CG2^[ 


1801 


2 1 


[ 1802 




Pl803 


" N 1 


1 1804 - 


CA 


I 1805 


1 CB 


(1806 


j CG~~ 


p!807 


SO 


j 1808 


"1 cl~~ 


I 1809 


j c~~~ 


pl8lcT 




M8VT 


1 



45 



50 



55 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


a~\ 

B 


ATOM 




1821 


CG1 


ILE 


747 


20.798 


4.621 


16.749 


1.00 


113.34 


A 




1822 


CD1 


ILE 


747 


21.491 


5.322 


17.880 


1.00 


113.67 


A 


10 


1823 


C 


ILE 


747 


21 .238 


1.158 


15.051 


1.00 


112.59 


A 




1824 


O 


ILE 


747 


21.829 


0.380 


15.803 


1.00 


112.41 


A 




1825 


N 


GLU 


748 


21.146 


0.974 


13.738 


1.00 


111.41 


A 


15 


1826 


CA 


GLU 


748 


21.718 


-0.186 


13.061 


1.00 


110.45 


A 




1827 


CB 


GLU 


748 


20.920 


-0.492 


11.819 


1.00 


112.15 


A 




1828 


CG 


GLU 


748 


19.542 


-0.943 


12.075 


1.00 


115.24 


A 


20 


1829 


CD 


GLU 


748 


18.913 


-1 .396 


10.796 


1.00 


117.08 


A 


1830 


OE1 


GLU 


748 


19.522 


-2.261 


10.127 


1.00 


117.86 


A 




1831 


OE2 


GLU 


748 


17.825 


-0.885 


10.456 


1.00 


118.10 


A 




1832 


C 


GLU 


748 


23.161 


-0.154 


12.621 


1.00 


108.52 


A 


25 


1833 


O 


GLU 


748 


23.593 


0.773 


11.946 


1.00 


108.69 


A 




1834 


N 


PHE 


749 


23.891 


-1 .208 


12.951 


1.00 


106.14 


A 




1835 


CA 


PHE 


749 


25.277 


-1 .304 


12.545 


1.00 


103.42 


A 


30 


1836 


CB 


PHE 


749 


26.137 


-1.709 


13.739 


1.00 


102.12 


A 


1837 


CG 


PHE 


749 


26.427 


-0.574 


14.688 


1.00 


100.46 


A 




1838 


CD1 


PHE 


749 


25.485 


-0.142 


15.620 


1.00 


99.45 


A 




1839 


CD2 


PHE 


749 


27.681 


0.022 


14.684 


1.00 


99.75 


A 


35 


1840 


CE1 


PHE 


749 


25.793 


0.876 


16.522 


1.00 


98.95 


A 




1841 


CE2 


PHE 


749 


27.999 


1.034 


15.576 


1.00 


99.15 


A 




1842 


CZ 


PHE 


749 


27.061 


1.449 


16.506 


1.00 


98.78 


A 


40 


1843 


C 


PHE 


749 


25.366 


-2.336 


11.424 


1.00 


102.03 


A 


1844 


O 


PHE 


749 


24.849 


-3.444 


11.552 


1.00 


101.37 


A 




1845 


N 


PRO 


750 


26.038 


-1 .998 


10.306 


1.00 


101.19 


A 




1846 


CD 


PRO 


750 


27.100 


-0.995 


10.107 


1.00 


101.23 


A 


45 


1847 


CA 


PRO 


750 


26.090 


-3.003 


9.250 


1.00 


100.72 


A 




1848 


CB 


PRO 


750 


26.774 


-2.262 


8.113 


1.00 


99.98 


A 




1849 


CG 


PRO 


750 


27.812 


-1 .500 


8.837 


1.00 


100.74 


A 


50 


1850 


C 


PRO 


750 


26.859 


-4.235 


9.708 


1.00 


100.57 


A 


1851 


O 


PRO 


750 


27.192 


-4.365 


10.885 


1.00 


100.03 


A 




1852 


N 


GLU 


751 


27.145 


-5.131 


8.766 


1.00 


100.58 


A 




1853 


CA 


GLU 


751 


27.847 


-6.379 


9.056 


1.00 


100.49 


A 


55 


1854 


CB 


GLU 


751 


27.693 


-7.331 


7.875 


1.00 


101.63 


A 




1855 


CG 


GLU 


751 


27.095 


-8.689 


8.227 


1.00 


103.13 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 


ATOM 

TYPE 
i 1 1 i— 


RESIDUE 


# 


X 


V/ i 

Y 


7 


one 


B 


ATOM 


I ODD 




GLU 


751 


28.000 T 


-9.557 | 


9.106 


1.00 I 


105.13 I 


A J 


1 AA7 

loot . 


OF1 


GLU 


751 


29.247 [ 


-9.505 I 


8.971 


1.00 [ 


106.54 [ 


A 1 


1 ARR I 
I OOO i 




GLU 


751 


27.449 1 


-10.321 | 


9.922 


1.00 I 


104.89 I 


A | 


1 AAQ 




GLU 


751 


29.328 1 


-6.227 


9.382 


1.00 


99.40 


A 


1 ftftn i 

I oou 


o 


GLU 


751 


29.791 


-6.650 I 


10.444 I 


1.00 I 


98.23 I 


A j 


1 AA1 

I OD 1 


N 


MET 


752 


30.074 | 


-5.650 I 


8.448 I 


1.00 I 


98.65 


A 


1 AA9 
I OD£ 


OA 


MET 


752 


31 .494 


-5.439 I 


8.648 I 


1.00 I 


97.97 I 


A 1 


1 AA°. 
I OOO I 


CB 


MET 


752 


32.015 I 


-4.443I 


7.605 | 


1.00 I 


99.04 


A 


1 AA4. 


CG 


MET 


752 


33.487 I 


-4.148 


7.738 I 


1.00 I 


100.18 I 




1 AAA 


Of 


MET 


752 


34.387 f 


-5.685 I 


7.901 


Too f 


101.15 j 


* J 


i AAA I 
I ODD 


HF 


MET 


752 


34.323 I 


-6.213 


6.236 


1.00 


101.26 


A 


1 AA7 
I OD/ 


n 


MET 

IVI U- 1 


752 


31.717 1 


-4.907 1 


10.066 J 


1.00 J 


96.84 J 


A 


1 AAA 
I ODD 


o 


MET 

IVI 1 


752 


32.232 1 


-5.619 J 


10.927 J 


1.00 I 


96.54 J 


A 


1 AAQ 


N 


LEU 


753 


31.299 


-3.661 I 


10.295 I 


1.00 


95.99 I 


A 


1 A70 

i I o / u 




LEU 


753 


31.412 


-2.979 


11.591 


1.00 


94.98 


A 


1A71 
I O / I 


HR 


LEU 


753 


30.655 


-1.645 


11.555 


1.00 


93.18 


A 


1 A79 


1 


LEU 


753 1 


31 .327 


-0.282 


11.406 


1.00 


91.40 


A 


' 1 A7°, 
I O/ o 


PD1 


LEU 


753 


32.026 


I -0.142 


10.073 


1.00 


90.81 


A 


1 A74 
j I O / *+ 


CD2 


LEU 


753 


30.256 


0.774 


11.527 


UK) 


I 91.13 


* 


1 O/O 


P 


1 FU 
i_ i— v-* 


753 


30.841 


-3.813 


12.730 


1.00 


95.34 


A 


li 1 A7A 
) I Of D 


1 o 


LEU 


753 


31.353 


-3.790 


13.854 


too 


94.92 




1 A77 
I 0/ / 


1 N 


ALA 


754 


29.756 


-4.515 


12.436 


1.00 


96.40 


A 


1 A7A 
I o / o 


I CA 


ALA 


754 


29.087 


j -5.365 


13.413 


Too 


97.52 


* 


1 A7Q 

! IO( v7 


! CB 


ALA 


754 


28.056 


-6.244 


12.714 


1.00 


97.46 


A 




1 c 


ALA 


754 


30.127 


I -6.233 


14.113 


] Too 


98.02 


A 


1 AA1 
| I GO I 


1 


ALA 

i VI—/ % 


754 


30.257 


-6.198 


15.338 


1.00 


97.73 


A 


1 RAP 
I I Out 


i N 


GLU 


755 


30.864 


1 -6.987 


13.304 


1 too 


j 98.67 


1 * 


j 1 883 






755 


31 921 


1 -7.905 


13.742 


1 tOO 


r 99.35 


A 


1 884 


1 CB 


GLU 


755 


32.477 


1 -8.629 


12.536 


1 tOO 


100.91 


1 * 


1885 


1 CG 


GLU 


755 


31.977 


-10.010 


12.322 


1 too 


103.15 


I * 


1886 


1 CD 


GLU 


755 


32.582 


-10.587 


11.074 


1 too 


104.45 


1 * 


1887 


1 OE1 


GLU 


755 


33.424 


1 -9.892 


10.461 


1 too 


I 105.05 


1 * 


1888 


0E2 


GLU 


755 


32.222 


1 -11.724 


10.705 


1 too 


I 105.40 


1 * 


1889 


C 


GLU 


755 


33.116 


-7.305 


14.467 


too 


98.62 


A 


! 1890 


T o 


GLU 


755 


33.579 


1 -7.841 


1 5.476 


1 too 


1 98.37 


I * 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




1891 


N 


ILE 


756 


33.640 


-6.227 


13.892 


1.00 


97.94 


A 




1892 


CA 


ILE 


756 


34.804 


-5.512 


14.401 


1.00 


97.06 


A 


10 


1893 


CB 


ILE 


756 


35.249 


-4.470 


13.376 


1.00 


95.95 


A 




1894 


CG2 


ILE 


756 


36.513 


-3.783 


13.830 


1.00 


95.40 


A 




1895 


CG1 


ILE 


756 


35.484 


-5.154 


12.036 


1.00 


94.93 


A 


15 


1896 


CD1 


ILE 


756 


35.420 


-4.204 


10.888 


1.00 


95.21 


A 




1897 


C 


ILE 


756 


34.544 


-4.832 


15.740 


1.00 


97.25 


A 




1898 


O 


ILE 


756 


35.461 


-4.693 


16.556 


1.00 


97.09 


A 


20 


1899 


N 


ILE 


757 


33.304 


-4.387 


15.960 


1.00 


97.46 


A 


1900 


CA 


ILE 


757 


32.953 


-3.754 


17.227 


1.00 


98.19 


A 




1901 


CB 


ILE 


757 


31.636 


-2.904 


17.129 


1.00 


97.65 


A 




1902 


CG2 


ILE 


757 


31.194 


-2.467 


18.522 


1.00 


97.21 


A 


25 


1903 


CG1 


ILE 


757 


31.890 


-1 .625 


16.312 


1.00 


97.77 


A 




1904 


CD1 


ILE 


757 


30.718 


-1.146 


1 5.454 


1.00 


97.25 


A 




1905 


C 


ILE 


757 


32.805 


-4.872 


18.265 


1.00 


99.15 


A 


30 


1906 


O 


ILE 


757 


33.306 


-4.746 


19.382 


1.00 


99.19 


A 


1907 


N 


THR 


758 


32.141 


-5.968 


17.884 


1.00 


100.27 


A 




1908 


CA 


THR 


758 


31.964 


-7.130 


18.768 


1.00 


101.43 


A 




1909 


CB 


THR 


758 


31 .082 


-8.230 


18.101 


1.00 


101.61 


A 


35 


1910 


OG1 


THR 


758 


31.053 


-8.021 


16.686 


1.00 


101.89 


A 




1911 


CG2 


THR 


758 


29.660 


-8.206 


18.650 


1.00 


101.75 


A 




1912 


C 


THR 


758 


33.339 


-7.733 


19.066 


1.00 


102.09 


A 


40 


1913 


O 


THR 


758 


33.629 


-8.149 


20.188 


1.00 


101.89 


A 


1914 


N 


ASN 


759 


34.175 


-7.774 


18.035 


1.00 


103.34 


A 




1915 


CA 


ASN 


759 


35.540 


-8.289 


18.108 


1.00 


105.16 


A 




1916 


CB 


ASN 


759 


36.231 


-8.027 


16.760 


1.00 


105.72 


A 


AC 

45 


1917 


CG 


ASN 


759 


37.652 


-8.573 


16.687 


1.00 


106.18 


A 




1918 


OD1 


ASN 


759 


38.488 


-8.313 


17.556 


1.00 


105.89 


A 




1919 


ND2 


ASN 


759 


37.934 


-9.320 


1 5.625 


1.00 


106.34 


A 


50 


1920 


C 


ASN 


759 


36.288 


-7.557 


1 9.223 


1.00 


106.31 


A 


1921 


O 


ASN 


759 


36.597 


-8.120 


20.273 


1.00 


106.83 


A 




1922 


N 


GLN 


760 


36.542 


-6.283 


18.957 


1.00 


107.80 


A 




1923 


CA 


GLN 


760 


37.273 


-5.351 


19.815 


1.00 


109.24 


A 


55 


1924 


CB 


GLN 


760 


37.375 


-4.032 


19.067 


1.00 


109.55 


A 




1925 


CG 


GLN 


760 


38.163 


-4.174 


17.815 


1.00 


110.53 


A 
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TABLE 2 (continued) 



ATOM 

1926 
1927 



15 



20 



25 



30 



35 



40 



45 



50 



55 



1928 
1929 



1930 
1931 
1932 
1933 
1934 
1935 
1936 
1937 
1938 



ATOM | RESIDUE 
TYPE 



# 



CD 

oil 



GLN 
GLN 



NE2 
C 



N 
CA 
"CB 
CG2 
CG1 
CD1 



1939 



N 



1940 
1941 
1942 



CD 
CA 
CB 



1943 



CG 



1944 



1945 



1946 



N 



1947 
1948 



CA 
CB 



1950 



CD 



1951 



CE 



1952 
1953 



NZ 



1954 
1955 



1957 
1958 



N 
CA 
CB 
CG 



GLN 
GLN 



"760 I 39.548 
~760 39.918 



GLN 
"|LE 
ILE 

Ile 
Ile 
"ile 
Ile 
Ile 



ile 



PRO 
PRO 
PRO 
PRO 



PRO 
PRO 



PRO 



LYS 



LYS 

"lys 

LYS 



LYS 



LYS 



LYS 
LYS 



LYS 

TYR 

TYR 

TYR 

TYR 

TYR 

TYR 



760 40.323 
760 36.782 



760 37.575 
~761 | 35.468 



761 
761 



34.793 
33.247 



-4.664 
-5.791 



18.13 2 | 1.00 
17.804 UK) 



-3.823 18.806 | 1.00 
-5.052 21.223 



,4.91 6 I 22.161 
-4.924 21.334 



1.00 
1.00 
1.00 



761 32.949 
~761 32.470 
"761 I 32.594 
"761 j 35.364 
~761 I 35.448 
"762 35.787 
"762 35.597 

762 I 36.330 
762 36.454 



-4, 577 22.573 
-4.839 22.414 
-6.322 22.323 



1.00 
1.00 
1.00 



111.49 

111.90 

112.26 

1 09.82 

108.95 

111.38 



113.13 
112.25 
112.15 





-4.200 | 


23.561 I 


1.00 l 


111.65 


A 




-4.922 | 


24.877 I 


1.00 j 


111.27 [ 


A 




-5.1 87^ 


23.862 I 


1.00 | 


114.87 [ 


A 




-4.502 | 


24.885 


Too j 


115.06J 


A 




-6.461 


23.834 


1.00 ! 


116.56 ' 


A 




i -7.519 


22.831 


I 1.00 


116.88 


A 




-7.031 


25.069 


uio 


117.98 


A 




I -8.516 


24.737 


Too 


j 117.53 


j A 




-8.723 


23.703 


1.00 


117.09 


A 




1 -6.424 


25.465 


1 1.00 


119.34 





762 37.813 



-5.854 26.545 



1.00 



119.13 



763 38.649 



-6.529 24.571 1-00 121.52 



1.00 



763 ~l 39.988 [ -6.025 | 24.853 | 1.00 
^63 I 41.025 

763 41.377 
^63 | 40.640 

763 41.386 



123.89 



124.50 



-6 .777 24.007 

-6.076 22.701 I 1-00 I 125.11 



1.00 



-7.881 21.002 



1.00 



763 

763 

763 

764 

764 

764 

764 

764 

764 



40.789 I 


-8.514 I 


19.792 


40.250 | 


-4.519 [ 


24.709 


41 .364 j 


-4.077 j 


24.995 


39.271 


-3.728 I 


24.259 


39.504 


-2.280 


24.123 


38.628 


-1.648 


I 23.025 


39.451 


-0.985 


21.937 


39.575 


-1 .577 


20.681 


40.445 


| -1 .064 


19.718 



1.00 
1.00 



1.00 



1.00 
1.00 



1 25.37 



126.09 



1.00 
1.00 



126.47 I 


A 


125.24 [ 


A | 


125.51 


A j 


126.66 


A I 


127.39 


A I 


128.05 


A 


129.02 


A 


129.21 


A 


1 29.52 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRot IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




1961 


CD2 


TYR 


764 


40.206 


0.163 


22.203 


1.00 


129.22 


A 




1962 


CE2 


TYR 


764 


41.085 


0.687 


21.243 


1.00 


129.70 


A 


10 


1963 


CZ 


TYR 


764 


41.203 


0.061 


20.006 


1.00 


129.81 


A 




1964 


OH 


TYR 


764 


42.124 


0.504 


19.083 


1.00 


129.43 


A 




1965 


C 


TYR 


764 


39.221 


-1 .570 


25.434 


1.00 


127.40 


A 


15 


1966 


0 


TYR 


764 


38.978 


-0.365 


25.451 


1.00 


127.67 


A 




1967 


N 


SER 


765 


39.274 


-2.330 


26.525 


1.00 


127.42 


A 




1968 


CA 


SER 


765 


38.999 


-1 .807 


27.858 


1.00 


127.37 


A 


20 


1969 


CB 


SER 


765 


37.552 


-2.121 


28.245 


1.00 


127.92 


A 


1970 


OG 


SER 


765 


36.660 


-1 .906 


27.166 


1.00 


128.95 


A 




1971 


C 


SER 


765 


39.908 


-2.405 


28.928 


1.00 


126.95 


A 




1972 


O 


SER 


765 


40.246 


-1.738 


29.908 


1.00 


127.13 


A 


25 


1973 


N 


ASN 


766 


40.290 


-3.668 


28.735 


1.00 


126.33 


A 




1974 


CA 


ASN 


766 


41.121 


-4.420 


29.682 


1.00 


125.68 


A 




1975 


CB 


ASN 


766 


41.166 


-5.899 


29.271 


1.00 


1 26.48 


A 


30 


1976 


CG 


ASN 


766 


39.788 


-6.497 


29.051 


1.00 


127.50 


A 


1977 


OD1 


ASN 


766 


38.850 


-6.221 


29.803 


1.00 


128.09 


A 




1978 


ND2 


ASN 


766 


39.660 


-7.339 


28.026 


1.00 


1 27.55 


A 




1979 


C 


ASN 


766 


42.559 


-3.958 


29.915 


1.00 


124.54 


A 


35 


1980 


0 


ASN 


766 


42.970 


-3.691 


31 .052 


1.00 


124.51 


A 




1981 


N 


GLY 


767 


43.324 


-3.891 


28.833 


1.00 


122.93 


A 




1982 


CA 


GLY 


767 


44.722 


-3.509 


28.903 


1.00 


120.80 


A 


40 


1983 


C 


GLY 


767 


45.416 


-4.524 


28.018 


1.00 


119.01 


A 


1984 


0 


GLY 


767 


46.310 


-5.259 


28.440 


1.00 


118.79 


A 




1985 


N 


ASN 


768 


44.973 


-4.564 


26.773 


1.00 


117.24 


A 




1986 


CA 


ASN 


768 


45.504 


-5.506 


25.810 


1.00 


115.20 


A 


45 


1987 


CB 


ASN 


768 


44.318 


-6.304 


25.223 


1.00 


116.68 


A 




1988 


CG 


ASN 


768 


43.414 


-6.926 


26.320 


1.00 


118.09 


A 




1989 


OD1 


ASN 


768 


43.106 


-6.281 


27.331 


1.00 


118.30 


A 


50 


1990 


ND2 


ASN 


768 


42.984 


-8.171 


26.105 


1.00 


118.06 


A 


1991 


C 


ASN 


768 


46.307 


-4.776 


24.718 


1.00 


113.01 


A 




1992 


0 


ASN 


768 


47.374 


-5.237 


24.309 


1.00 


112.58 


A 




1993 


N 


ILE 


769 


45.805 


-3.608 


24.305 


1.00 


109.95 


A 


55 


1994 


CA 


ILE 


769 


46.388 


-2.762 


23.252 


1.00 


106.52 


A 




1995 


CB 


ILE 


769 


45.260 


-1.996 


22.527 


1.00 


106.78 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 


ATOM 
TYPE I 


DEZGIPkl 1C 

HbolUUt 


# 


x ! 


Y 

■ 


Z 


OCC 


B 


ATOM 


1996 I 


CG2 I 




769 


45.826 | 


-1.167 


21 .379 


1.00 


106.69 


A 


1997 I 


CG1 | 


ILE 1 


769 


44.197 T 


-2.994 


22.053 


1.00 


106.81 


A 


1998 T 


CD1 J 


iLJE 1 


769 


42.973 I 


-2.369 


21 .435 


1.00 


1 06.29 


A | 


1999 I 


C 


ILE | 


769 


47.463 I 


-1 .732 


23.664 


1.00 


103.81 


A 


2000 


o I 


ILE 1 


769 


47.264 


-0.935 


24.582 


1.00 


1 03.59 


A 


2001 


N | 


LYS 1 


770 


48.585 I 


-1 .735 


22.947 


1.00 


100.30 


A 


2002 


CA I 


LYS 1 


770 


49.691 I 


-0.824 


23.218 


1.00 


96.45 


A 


2003 I 


CB 


LYS 1 


770 1 


51.001 I 


-1.579 


23.072 


1.00 


95.81 


A J 


2004 I 


CG I 


LYS 1 


770 [ 


52.227 | 


-0.777 


23.354 


1.00 


94.18 


A 1 


2005 


CD J 


[ys 


770 | 


53.407 I 


-1 .532 


22.808 


1.00 


94.37 


A 


2006 I 


CE I 


LYS 1 


770 1 


54.692 


-0.768 


23.017 


1.00 


93.82 


A 1 


2007 


NZ I 


LYS | 


770 


55.821 


-1.401 


22.284 


1.00 


93.42 


A 


I 2008 I 


C I 


LYS 


770 | 


49.676 I 


0.360 


22.250 


1.00 


94.29 


A 


2009 


0 


LYS 


770 


50.038 


0.228 


21.082 


1.00 


94.06 


A 1 


2010 


N I 


LYS 


771 


49.272 


1.517 


22.756 


1.00 


91.57 


A 


2011 1 


CA 


LYS 


771 


49.174 


2.727 


21 .949 


1.00 


88.83 


A 1 


2012 


CB 


LYS 


771 


48.176 


3.678 


22.654 


1.00 


88.60 


A 


I 2013 


CG 


LYS 


771 


46.931 


2.902 


23.212 


1.00 


89.92 


A 


2014 


CD 


LYS 


771 


45.687 


3.749 


23.550 


1.00 


90.42 


A 1 


I 2015 


CE 


LYS 


771 


45.830 


4.541 


24.848 


1.00 


92.04 


A 


I 2016 


NZ 


1 LYS 


771 


| 45.010 


5.799 


24.853 


1.00 


92.59 


A 


2017 


I C 


LYS 


771 


| 50.547 


3.392 


21.692 


1.00 


86.56 


A J 


2018 


I 0 


| LYS 


771 


I 51.009 


4.180 


22.506 


1.00 


86.88 


A 


I 2019 


N 


LEU 


772 


51.200 


3.067 


20.571 


1.00 


83.82 


A I 


2020 


CA 


1 [iu 


772 


52.510 


] 3.650 


20.229 


1.00 


81.98 


A 


2021 


CB 


LEU 


I 772 


52.970 


3.194 


18.838 


1.00 


80.07 


A I 


I 2022 


] CG 


I [iu 


772 


52.856 


1 1.704 


18.545 


1.00 


78.83 


A 


2023 


CD1 


I Ciu 


772 


I 53.382 


1 1.346 


17.159 


1.00 


78.33 


A 


2024 


CD2 


LEU 


772 


53.635 


I 0.984 


19.605 


1.00 


78.33 


A 


2025 


I ^ 


1 [iu 


772 


52.424 


1 5.176 


20.219 


1.00 


82.19 


A 


I 2026 


1 O 


1 [iu 


772 


I 51.397 


1 5.735 


19.839 


1.00 


82.51 


A 


2027 


1 ^ 


1 [iu 


773 


53.492 


1 5.857 


20.620 


1.00 


81.85 


A 


2028 


1 CA 


1 [iu 


773 


I 53.476 


1 7.320 


20.617 


1.00 


81.81 


A 


I 2029 


CB 


1 LEU 


773 


53.261 


7.871 


22.027 


1.00 


80.64 


A 


! 2030 


j CG 


LEU 


773 


I 51.990 


7.525 


22.798 


1.00 


79.78 


A 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




2031 


CD1 


LEU 


773 


52.296 


7.672 


24.267 


1.00 


80.42 


A 




2032 


CD2 


LEU 


773 


50.826 


8.418 


22.396 


1.00 


79.59 


A 


10 


2033 


C 


LEU 


773 


54.786 


7.878 


20.082 


1.00 


82.31 


A 




2034 


O 


LEU 


773 


55.849 


7.320 


20.341 


1.00 


82.88 


A 




2035 


N 


PHE 


774 


54.705 


8.972 


19.331 


1.00 


82.39 


A 


15 


2036 


CA 


PHE 


774 


55.895 


9.612 


18.798 


1.00 


82.78 


A 




2037 


CB 


PHE 


774 


55.538 


10.531 


17.630 


1.00 


80.87 


A 




2038 


CG 


PHE 


774 


55.321 


9.799 


16.353 


1.00 


78.91 


A 




2039 


CD1 


PHE 


774 


56.395 


9.479 


15.539 


1.00 


78.24 


A 


20 


2040 


CD2 


PHE 


774 


54.064 


9.292 


16.038 


1.00 


78.78 


A 




2041 


CE1 


PHE 


774 


56.226 


8.654 


14.428 


1.00 


78.15 


A 




2042 


CE2 


PHE 


774 


53.881 


8.465 


14.931 


1.00 


78.23 


A 


25 


2043 


CZ 


PHE 


774 


54.966 


8.143 


14.127 


1.00 


78.32 


A 




2044 


C 


PHE 


774 


56.498 


10.406 


19.933 


1.00 


84.83 


A 




2045 


O 


PHE 


774 


57.704 


10.639 


19.968 


1.00 


84.81 


A 


30 


2046 


N 


HIS 


775 


55.638 


10.796 


20.873 


1.00 


88.32 


A 


2047 


CA 


HIS 


775 


56.039 


11.578 


22.041 


1.00 


91.73 


A 




2048 


CB 


HIS 


775 


55.558 


13.012 


21.895 


1.00 


90.90 


A 




2049 


CG 


HIS 


775 


55.970 


13.634 


20.612 


1.00 


90.80 


A 


35 


2050 


CD2 


HIS 


775 


55.263 


14.275 


19.656 


1.00 


90.67 


A 




2051 


ND1 


HIS 


775 


57.265 


13.551 


20.143 


1.00 


90.62 


A 




2052 


CE1 


HIS 


775 


57.333 


14.107 


18.950 


1.00 


91.01 


A 


40 


2053 


NE2 


HIS 


775 


56.131 


14.554 


18.629 


1.00 


91.35 


A 


2054 


C 


HIS 


775 


55.506 


11.026 


23.340 


1.00 


94.76 


A 




2055 


O 


HIS 


775 


54.304 


10.790 


23.480 


1.00 


94.90 


A 




2056 


N 


GLN 


776 


56.398 


10.841 


24.303 


1.00 


98.84 


A 


45 


2057 


CA 


GLN 


776 


55.996 


1 0.334 


25.601 


1.00 


103.31 


A 




2058 


CB 


GLN 


776 


57.179 


9.633 


26.291 


1.00 


104.45 


A 




2059 


CG 


GLN 


776 


58.582 


10.114 


25.886 


1.00 


106.57 


A 


50 


2060 


CD 


GLN 


776 


58.999 


1 1 .424 


26.551 


1.00 


1 08.35 


A 


2061 


OE1 


GLN 


776 


58.837 


12.508 


25.981 


1.00 


1 08.79 


A 




2062 


NE2 


GLN 


776 


59.538 


11.323 


27.767 


1.00 


108.32 


A 




2063 


C 


GLN 


776 


55.384 


11.412 


26.511 


1.00 


105.64 


A 


55 


2064 


O 


GLN 


776 


54.217 


11.295 


26.883 


1.00 


106.06 


A 




2065 


N 


LYS 


777 


56.149 


12.466 


26.822 


1.00 


108.50 


A 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FF 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A 


=lOM THE L 

tico CD AO 

I \rd rHAb 


IGAND 

MfclN I 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


\y 
A 


v 

Y 


7 


occ 

VWW 


D 
D 


Al UM 


2066 


CA 


LYS 


777 


55.725 


1 3.569 


27.721 


1.00 


111.14 


A 


2067 


CB 


LYS 


777 


55.127 


14.778 


26.940 


1.00 


111.13 


A 


2068 


CG 


LYS 


777 


55.167 


16.163 


27.704 


1.00 


111.26 


A 


2069 


CD 


LYS 


777 


53.761 


16.804 


27.916 


1.00 


110.94 


A 


2070 


CE 


LYS 


777 


53.775 


18.216 


28.568 


1.00 


110.88 


A 


2071 


NZ 


LYS 


777 


54.016 


18.255 


30.049 


1.00 


110.23 


A 


2072 


c 


LYS 


777 


54.728 


13.077 


28.778 


1.00 


112.33 


A 


2073 


0 


LYS 


777 


53.497 


13.179 


28.558 


1.00 


112.91 


A 


2074 


OXT 


LYS 


777 


55.202 


12.561 


29.818 


1.00 


113.31 


A 


2075 


CB 


LYS 


740 


36.212 


-17.177 


16.526 


1.00 


126.78 


B 


2076 


CG 


LYS 


740 


36.506 


-17.638 


17.979 


1.00 


128.08 


B 


2077 


CD 


LYS 


740 


37.327 


-18.909 


18.063 


1.00 


129.35 


B 


2078 


CE 


LYS 


740 


38.818 


-18.624 


18.192 


1.00 


129.72 


B 


2079 


NZ 


LYS 


740 


39.630 


-19.761 


17.686 


1.00 


130.22 


B 


2080 


c 


LYS 


740 


37.246 


-15.433 


15.072 


1.00 


124.52 


B 


2081 


0 


LYS 


740 


37.988 


-14.994 


14.192 


1.00 


124.88 


B 


2082 


N 


LYS 


740 


38.637 


-16.592 


16.502 


1.00 


126.10 


B 


2083 


CA 


LYS 


740 


37.432 


-16.814 


15.655 


1.00 


125.59 


B 


2084 


N 


GLU 


741 


36.239 


-14.769 


15.618 


1.00 


122.85 


B 


2085 


CA 


GLU 


741 


35.871 


-13.404 


15.324 


1.00 


120.66 


B 


2086 


CB 


GLU 


741 


36.304 


-12.556 


16.511 


1.00 


121.44 


B 


2087 


CG 


GLU 


741 


35.820 


-13.120 


17.844 


1.00 


121.77 


B 


2088 


CD 


GLU 


741 


36.524 


-14.406 


18.271 


1.00 


122.23 


B 


2089 


0E1 


GLU 


741 


37.767 


-14.406 


18.439 


1.00 


122.26 


B 


2090 


0E2 


GLU 


741 


35.811 


-15.408 


18.452 


1.00 


121.76 


B 


2091 


c 


GLU 


741 


36.317 


-12.740 


14.032 


1.00 


118.57 


B 


2092 


0 


GLU 


741 


37.480 


-12.798 


13.620 


1.00 


118.23 


B 


2093 


N 


ASN 


742 


35.345 


-12.103 


13.398 


1.00 


116.10 


B 


2094 


CA 


ASN 


742 


35.600 


-11.375 


12.184 


1.00 


113.26 


B 


2095 


CB 


ASN 


742 


36.529 


-10.220 


12.514 


1.00 


114.33 


B 


2096 


CG 


ASN 


742 


36.603 


-9.208 


11.418 


1.00 


115.13 


B 


2097 


OD1 


ASN 


742 


37.244 


-8.171 


11.572 


1.00 


116.52 


B 


2098 


ND2 


ASN 


742 


35.948 


-9.494 


10.297 


1.00 


114.81 


B 


2099 


C 


ASN 


742 


36.204 


-12.247 


11.094 


1.00 


110.51 


B 


2100 


O 


ASN 


742 


37.313 


-11.999 


10.623 


1.00 


110.08 


B 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


/•"N S~\ S~\ 

occ 


B 


ATOM 




2101 


N 


ALA 


743 


35.473 


-13.285 


1 0.702 


1.00 


106.82 


B 




2102 


CA 


ALA 


743 


35.952 


-14.143 


9.640 


1.00 


102.91 


B 


10 


2103 


CB 


ALA 


743 


35.161 


-15.450 


9.610 


1.00 


103.22 


B 




2104 


C 


ALA 


743 


35.745 


-13.344 


8.355 


1.00 


100.03 


B 




2105 


O 


ALA 


743 


36.397 


-13.611 


7.345 


1.00 


99.90 


B 


15 


2106 


N 


LEU 


744 


34.861 


-12.344 


8.400 


1.00 


95.91 


B 




2107 


CA 


LEU 


744 


34.588 


-11.513 


7.224 


1.00 


92.30 


B 




2108 


CB 


LEU 


744 


33.374 


-10.603 


7.455 


1.00 


91.74 


B 


20 


2109 


CG 


LEU 


744 


32.438 


-10.333 


6.259 


1.00 


91.66 


B 


2110 


CD1 


LEU 


744 


31.463 


-9.223 


6.623 


1.00 


91.11 


B 




2111 


CD2 


LEU 


744 


33.221 


-9.924 


5.023 


1.00 


92.05 


B 




2112 


C 


LEU 


744 


35.793 


-10.662 


6.779 


1.00 


90.60 


B 


25 


2113 


O 


LEU 


744 


35.905 


-10.346 


5.596 


1.00 


90.25 


B 




2114 


N 


LEU 


745 


36.680 


-10.274 


7.695 


1.00 


87.95 


B 




2115 


CA 


LEU 


745 


37.872 


-9.492 


7.312 


1.00 


85.36 


B 


30 


2116 


CB 


LEU 


745 


38.474 


-8.746 


8.502 


1.00 


84.07 


B 


2117 


CG - 


LEU 


745 


38.669 


-7.237 


8.665 


1.00 


82.29 


B 




2118 


CD1 


LEU 


745 


39.514 


-7.118 


9.916 


1.00 


80.83 


B 




2119 


CD2 


LEU 


745 


39.362 


-6.537 


7.497 


1.00 


80.58 


B 


35 


2120 


C 


LEU 


745 


38.921 


-10.486 


6.839 


1.00 


84.43 


B 




2121 


O 


LEU 


745 


39.672 


-10.226 


5.894 


1.00 


84.16 


B 




2122 


N 


ARG 


746 


38.987 


-11.616 


7.541 


1.00 


83.85 


B 


40 


2123 


CA 


ARG 


746 


39.926 


-12.673 


7.209 


1.00 


83.05 


B 


2124 


CB 


ARG 


746 


39.707 


-13.898 


8.097 


1.00 


83.28 


B 




2125 


CG 


ARG 


746 


40.511 


-15.126 


7.673 


1.00 


84.87 


B 




2126 


CD 


ARG 


746 


40.606 


-16.167 


8.792 


1.00 


86.65 


B 


45 


2127 


NE 


ARG 


746 


41 .854 


-16.040 


9.554 


1.00 


89.65 


B 




2128 


cz 


ARG 


746 


41.934 


-15.874 


10.874 


1.00 


90.19 


B 




2129 


NH1 


ARG 


746 


40.829 


-15.809 


11.618 


1.00 


90.02 


B 


50 


2130 


NH2 


ARG 


746 


43.128 


-15.766 


1 1 .455 


1.00 


88.90 


B 


2131 


C 


ARG 


746 


39.689 


-13.043 


5.768 


1.00 


82.22 


B 




2132 


O 


ARG 


746 


40.614 


-13.204 


4.998 


1.00 


82.49 


B 




2133 


N 


TYR 


747 


38.428 


-13.155 


5.409 


1.00 


82.19 


B 


55 


2134 


CA 


TYR 


747 


38.059 


-13.508 


4.058 


1.00 


82.92 


B 




2135 


CB 


TYR 


747 


36.555 


-13.717 


4.010 


1.00 


82.63 


B 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 
Ml wIVI 


ATOM 
r\ 1 Wlvl 

TYPE 


ntolUUt 


u 
# 


Y 


Y 

T 


7 
L. 




D 


ATOM 


2171 


CB 


LYS 


751 


40.158 


-12.770 


-2.987 


1.00 


117.68 


B 


2172 


CG 


LYS 


751 


39.095 


-12.327 


-1.933 


1.00 


118.08 


B 


2173 


CD 


LYS 


751 


39.319 


-10.912 


-1 .354 


1.00 


118.35 


B 


2174 


CE 


LYS 


751 


38.613 


-9.832 


-2.158 


1.00 


118.66 


B 


2175 


NZ 


LYS 


751 


37.151 


-10.073 


-2.164 


1.00 


118.89 


B 


2176 


C 


LYS 


751 


41.736 


-10.959 


-3.494 


1.00 


120.57 


B 


2177 


O 


LYS 


751 


40.815 


-10.163 


-3.467 


1.00 


120.77 


B 


2178 


N 


ASP 


752 


42.787 


-10.662 


-4.272 


1.00 


124.55 


B 


2179 


CA 


ASP 


752 


42.641 


-9.379 


-5.042 


1.00 


128.27 


B 


2180 


CB 


ASP 


752 


43.242 


-8.168 


-4.270 


1.00 


1 28.97 


B 


2181 


CG 


ASP 


752 


42.370 


-6.877 


-4.391 


1.00 


1 30.06 


B 


2182 


OD1 


ASP 


752 


42.081 


-6.432 


-5.529 


1.00 


130.65 


B 


2183 


OD2 


ASP 


752 


41.975 


-6.299 


-3.348 


1.00 


130.15 


B 


2184 


C 


ASP 


752 


43.041 


-9.284 


-6.550 


1.00 


129.74 


B 


2185 


O 


ASP 


752 


42.531 


-8.403 


-7.257 


1.00 


130.16 


B 


2186 


N 


ASP 


753 


43.903 


-10.186 


-7.031 


1.00 


131.88 


B 


2187 


CA 


ASP 


753 


44.382 


-10.237 


-8.438 


1.00 


132.79 


B 


2188 


CB 


ASP 


753 


44.786 


-11.700 


-8.767 


1.00 


133.26 


B 


2189 


CG 


ASP 


753 


45.584 


-11.841 


-10.074 


1.00 


1 33.42 


B 


2190 


OD1 


ASP 


753 


44.982 


-11.747 


-11.168 


1.00 


1 33.48 


B 


2191 


OD2 


ASP 


753 


46.815 


-12.067 


-10.003 


1.00 


133.16 


B 


2192 


C 


ASP 


753 


43.364 


-9.707 


-9.474 


1.00 


1 33.27 


B 


2193 


O 


ASP 


753 


43.309 


-8.468 


-9.660 


1.00 


1 33.47 


B 


2194 


OXT 


ASP 


753 


42.624 


-10.518 


-10.079 


1.00 


133.68 


B 


2195 


CB 


LEU 


525 


40.004 


46.082 


16.396 


1.00 


1 36.92 


D 


2196 


CG 


LEU 


525 


39.293 


45.409 


15.212 


1.00 


1 37.30 


D 


2197 


CD1 


LEU 


525 


39.125 


46.375 


14.046 


1.00 


136.87 


D 


2198 


CD2 


LEU 


525 


40.098 


44.179 


14.790 


1.00 


137.28 


D 


2199 


C 


LEU 


525 


37.974 


47.434 


17.108 


1.00 


135.85 


D 


2200 


O 


LEU 


525 


37.316 


46.395 


17.075 


1.00 


1 36.26 


D 


2201 


N 


LEU 


525 


40.125 


47.532 


18.398 


1.00 


136.62 


D 


2202 


CA 


LEU 


525 


39.512 


47.393 


17.042 


1.00 


136.44 


D 


2203 


N 


PRO 


526 


37.390 


48.641 


17.246 


1.00 


134.93 


D 


2204 


CD 


PRO 


526 


38.029 


49.714 


18.037 


1.00 


134.90 


D 


2205 


CA 


PRO 


526 


35.929 


48.780 


17.315 


1.00 


1 33.52 


D 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE Mcontinued) rrTT^TSSjiriTiljGAND 

ATOMIC STRUCTURE UJ c0MPLEX wiTHFLUTOASO^ — 2— — r " T^l 

BINDING DCHWUNO^ — , Y^l z ° 



15 



2207 

2208 

2209 

2210 

~22lT 



ATOM 
TYPE 

~CG 



RESIDUE 

"pro 

PRO 

"pro 
"pro 



"i26^ 35.730 



526 



36.830 



2212 
2213 



2214 
2215 



N 

CA 
"CB 
CG 
"CD 

'oil 



"^2^13^089 



49.375 
50.415 
49.692 



18.690 
78709 
T^243 



1.00 

Too 

1.00 



25 



30 



35 



40 



45 



"2216 J NE2 
22l7 
2218 

"2219^"]^ 

2220 CA 

2221 CB 

2222 CG 

2223 CD1 
"2224 I CD2 

2225 
2226 

~2227^ N 

2229 |^ 
"2230 

2231 I CG2 
2232 
2233 

~2234~| N 
"2235) CD 



GLN 

~gln 
"gln 
"gln 
"gln 
"gln 
"gln 
"gln 
"gln 
liu 

LEU 

Tiu 
liu 
liu 
liu 
liu 
Tiu 
Thr" 
Thr 



527 
527 
527 



35.017 



49.166 



15.064 



1.00 



134.35 
1 34.90 
T3T67 
131.68 
"l29T 



D 



34.671 



"^Tl33^33 



49.401 

47.894 

47.385 



12.657 
12.636 
12.865 



527 
527 
527 
528 
"528 
528 
528 
528 
528 
528 
528 
529 
529 



33.117 
32.955 
32.591 
!l28 
30.684 
30.468 
30.502 
"3l76l" 
30.435 
29.995 
29.206 
"30275 
"29727 



1.00 


126.46 ] 


D 


1.00 


126.52 I 


D 


Too ' 


126.83 


1 ® 


1.00 


(127/18 


1 ® 


1.00 


(126^89 


1 ^ 



46743T 


13.324 


1.00 


5043TJ 


"TT241J 




TT369J 


13.921 


Too" 


49.533 ' 


14798 


f -Too 


49773 


Tl5^72^ 


1 UX> 



lol86j^^l 
"49i69T_l77^ 

7a52TTT^ 715 



50 



55 



2236 

2237 

2238 

2239 

2240 



CA 
"CB 
CG 



THR^jTj^ 

THR^T35 
THR^Tli 

TrcT~J^^ 
Tro^T_^ 

TrO^T__5^_ 
PRO 530 

Tro^jT_^_ 

"PR0^J~^ 
"pRO T 530 



50.226 
50749 
"5T59T 
"50614 
51.501 



1.00 

"l 8.991 I 1-00 

14.558 
12.840 

TTiiT 



128.15 
124.32 
1 24.28 

121.31 

VI775 

To^l^^I 

118.31 



D 



D 



1.00 
1.00 
1.00 



119.12 
114.85 
114.46 
Tn72 
107.57 



D 



29.965 
31 .949 
29.655 
30.679 
28.434 
"27ST 
28.190 
26.672 
26.344 
28.842 
28791 



53.809 
52.426 



11.038 
11.009 



Too rjy- 58 , 

108.51 



50 



^TT 10.519 



1.00 
1.00 
1.00 



10676 
104.56 



50.281 



9.969 



50 



TeTT 10012 



51 .206 
~40697 
49710 

"sToiT 
"50242 
"51T38 



10.399 
8785 
8.679 
9.162 
T53T 
T26I 



ToTjT^ii 

TOO p0O85 
100.11 
~97/l3 
98.21 
98.89 
93.39 
92.57 



1.00 
1.00 
1.00 

Too 

1.00 

Too 



D 
D 
D 
D 
D 
D 
T 



D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


A T/*\ It A 

ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 




2241 


N 


THR 


531 


29.470 


49.353 


6.775 


1.00 


89.92 


D 




2242 


CA 


THR 


531 


30.077 


49.750 


5.522 


1.00 


86.89 


D 


10 


2243 


CB 


THR 


531 


31.470 


49.126 


5.304 


1.00 


86.90 


D 




2244 


OG1 


THR 


531 


31.412 


47.706 


5.492 


1.00 


86.36 


D 




2245 


CG2 


THR 


531 


32.469 


49.726 


6.266 


1.00 


86.26 


D 


15 


2246 


C 


THR 


531 


29.102 


49.196 


4.519 


1.00 


85.27 


D 




2247 


0 


THR 


531 


28.306 


48.316 


4.846 


1.00 


85.29 


D 




2248 


N 


LEU 


532 


29.142 


49.701 


3.301 


1.00 


82.89 


D 


20 


2249 


CA 


LEU 


532 


28.206 


49.223 


2.306 


1.00 


80.97 


D 


2250 


CB 


LEU 


532 


28.380 


50.042 


1.047 


1.00 


79.96 


D 




2251 


CG 


LEU 


532 


27.321 


49.899 


-0.032 


1.00 


79.61 


D 




2252 


CD1 


LEU 


532 


25.947 


49.459 


0.495 


1.00 


79.10 


D 


25 


2253 


CD2 


LEU 


532 


27.255 


51 .256 


-0.674 


1.00 


79.67 


D 




2254 


C 


LEU 


532 


28.357 


47.725 


2.018 


1.00 


80.18 


D 




2255 


O 


LEU 


532 


27.367 


47.000 


1.884 


1.00 


80.38 


D 


30 


2256 


N 


VAL 


533 


29.597 


47.261 


1.925 


1.00 


78.45 


D 


2257 


CA 


VAL 


533 


29.858 


45.854 


1.672 


1.00 


76.93 


D 




2258 


CB 


VAL 


533 


31.319 


45.637 


1.290 


1.00 


75.90 


D 




2259 


CG1 


VAL 


533 


32.198 


46.022 


2.461 


1.00 


75.17 


D 


35 


2260 


CG2 


VAL 


533 


31.556 


44.189 


0.891 


1.00 


75.29 


D 




2261 


C 


VAL 


533 


29.583 


45.085 


2.964 


1.00 


76.53 


D 




2262 


0 


VAL 


533 


29.442 


43.862 


2.963 


1.00 


76.16 


D 


40 


2263 


N 


SER 


534 


29.520 


45.818 


4.073 


1.00 


75.87 


D 


2264 


CA 


SER 


534 


29.273 


45.220 


5.383 


1.00 


75.27 


D 




2265 


CB 


SER 


534 


29.453 


46.268 


6.473 


1.00 


76.08 


D 




2266 


OG 


SER 


534 


29.059 


45.758 


7.732 


1.00 


78.01 


D 


45 


2267 


C 


SER 


534 


27.856 


44.695 


5.459 


1.00 


74.06 


D 




2268 


0 


SER 


534 


27.574 


43.601 


5.941 


1.00 


73.87 


D 




2269 


N 


LEU 


535 


26.963 


45.531 


4.978 


1.00 


73.15 


D 


50 


2270 


CA 


LEU 


535 


25.563 


45.243 


4.961 


1.00 


72.35 


D 


2271 


CB 


LEU 


535 


24.859 


46.543 


4.681 


1.00 


71.21 


D 




2272 


CG 


LEU 


535 


23.382 


46.585 


4.898 


1.00 


69.96 


D 




2273 


CD1 


LEU 


535 


23.089 


47.679 


5.872 


1.00 


70.31 


D 


55 


2274 


CD2 


LEU 


535 


22.712 


46.857 


3.603 


1.00 


69.87 


D 




2275 


C 


LEU 


535 


25.298 


44.234 


3.861 


1.00 


72.57 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




2311 


CB 


GLU 


540 


25.062 


36.776 


2.025 


1.00 


73.24 


D 




2312 


CG 


GLU 


540 


25.494 


35.779 


0.948 


1.00 


75.23 


D 


10 


2313 


CD 


GLU 


540 


24.963 


36.111 


-0.445 


1.00 


77.05 


D 




2314 


OE1 


GLU 


540 


24.820 


37.315 


-0.762 


1.00 


77.82 


D 




2315 


OE2 


GLU 


540 


24.703 


35.165 


-1.225 


1.00 


76.49 


D 


15 


2316 


C 


GLU 


540 


22.692 


36.060 


2.337 


1.00 


73.74 


D 




2317 


0 


GLU 


540 


22.561 


35.719 


3.505 


1.00 


74.01 


D 




2318 


N 


PRO 


541 


21.993 


35.496 


1.355 


1.00 


75.38 


D 


20 


2319 


CD 


PRO 


541 


21.359 


36.155 


0.205 


1.00 


75.60 


D 


2320 


CA 


PRO 


541 


21.174 


34.389 


1.854 


1.00 


77.84 


D 




2321 


CB 


PRO 


541 


20.270 


34.029 


0.671 


1.00 


77.22 


D 




2322 


CG 


PRO 


541 


20.590 


35.041 


-0.424 


1.00 


76.96 


D 


25 


2323 


C 


PRO 


541 


22.058 


33.228 


2.297 


1.00 


80.33 


D 




2324 


O 


PRO 


541 


23.264 


33.203 


2.028 


1.00 


80.53 


D 




2325 


N 


GLU 


542 


21.472 


32.270 


2.992 


1.00 


83.14 


D 


30 


2326 


CA 


GLU 


542 


22.262 


31.149 


3.446 


1.00 


86.12 


D 


2327 


CB 


GLU 


542 


21.979 


30.892 


4.904 


1.00 


88.33 


D 




2328 


CG 


GLU 


542 


20.557 


30.563 


5.158 


1.00 


92.41 


D 




2329 


CD 


GLU 


542 


20.435 


29.825 


6.445 


1.00 


96.11 


D 


35 


2330 


OE1 


GLU 


542 


21.234 


30.135 


7.359 


1.00 


97.98 


D 




2331 


OE2 


GLU 


542 


19.555 


28.944 


6.546 


1.00 


97.94 


D 




2332 


C 


GLU 


542 


21.913 


29.929 


2.617 


1.00 


86.19 


D 


40 


2333 


0 


GLU 


542 


20.767 


29.780 


2.193 


1.00 


86.63 


D 


2334 


N 


VAL 


543 


22.895 


29.060 


2.388 


1.00 


86.32 


D 




2335 


CA 


VAL 


543 


22.674 


27.871 


1.570 


1.00 


86.78 


D 




2336 


CB 


VAL 


543 


23.891 


26.926 


1.557 


1.00 


87.17 


D 


45 


2337 


CG1 


VAL 


543 


25.039 


27.566 


0.808 


1.00 


87.13 


D 




2338 


CG2 


VAL 


543 


24.291 


26.566 


2.983 


1.00 


87.29 


D 




2339 


C 


VAL 


543 


21.484 


27.046 


1.987 


1.00 


86.72 


D 


50 


2340 


0 


VAL 


543 


21.296 


26.740 


3.160 


1.00 


86.85 


D 


2341 


N 


LEU 


544 


20.673 


26.674 


1.012 


1.00 


86.80 


D 




2342 


CA 


LEU 


544 


19.520 


25.858 


1.312 


1.00 


87.62 


D 




2343 


CB 


LEU 


544 


18.229 


26.624 


1.018 


1.00 


87.72 


D 


55 


2344 


CG 


LEU 


544 


17.996 


27.129 


-0.398 


1.00 


87.80 


D 




2345 


CD1 


LEU 


544 


16.643 


27.828 


-0.472 


1.00 


86.38 


D 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM I 


ATOM I 
TYPE 

III L — i 


RESIDUE 


# 


X | 


Y j 


"7 


OPP 


B 


ATOM 




CD2 ! 


LEU 


544 


19.120 I 


28.074 I 


-0.789 


1.00 I 


89.07 


D 




c i 


LEU 


544 | 


19.594 J 


24.560 j 


0.517 


Too I 


88.38 I 






o 1 


LEU 


544 1 


19.826 j 


24.568 I 


-0.700 


1.00 I 


88.44 


D I 




N 1 


TYR i 

i i i i i 


545 1 


19.416 


23.452 I 


1.239 


1.00 


88.99 I 


D 




CA i 


TYR 1 

i iii 


545 1 


19.479 I 


22.099 


0.689 


1.00 I 


88.20 


D 


£LsjO 1 1 


CB 1 


TYR 1 


545 1 


19.524 j 


21.055 I 


1.807 


1.00 I 


88.66 


D 




CG I 


TYR 1 


545 


20.809 I 


21.107 | 


2.584 


1.00 I 


90.06 I 


D 




CD1 

vU 1 


TYR 


545 j 


20.794 I 


21.162 j 


3.974 


1.00 I 


90.04 J 


D I 




PE1 


TYR 1 


545 j 


21.966 [ 


21.335 | 


4.698 


1.00 I 


90.29 




oocc 


CD? i 


TYR i 


545 


22.040 


21.210 I 


1.927 


-Too [ 


91.31 I 


D j 




PF2 ! 


TYR 1 


545 | 


23.225 


21 .382J 


2.642 


1.00 I 


92.00 J 


D J 




P7 i 


TYR 1 
i 1 1 1 


545 I 


23.177 


21 .452 J 


4.034 


1.00 I 


91.41 




<1oDO 


OH i 


TYR 


545 ] 


24.319 


21.694 


4.770 


1.00 I 


90.69 






p 


TYR 

i ill 


545 \ 


18.373 


21 .743 J 


-0.259 


1.00 J 


87.58 


D 1 






TYR 
i iii 


545 


17.314 


22.373 1 


-0.286 


1^00 


87.17 


P 1 


OOR1 




ALA 


546 


18.630 


20.686 


-1.018 


■Too 


87.43 


D J 






ALA 


546 


17.706 


20.212 


-2.027 


1.00 


87.23 


D 




pr 


! ALA 


546 


18.491 


19.655 


-3.188 


1.00 


j 86.89 


D 




c. 


ALA 


546 


16.667 


19.191 


-1 .578 


1.00 


87.25 






n 


! ALA 

i nun 


546 


j 15.695 


18.962 


-2.292 


1.00 


88.37 


P | 


£000 


r n 
i 


I GLY 
* — * i — 1 


j 547 


16.856 


18.576 


-0.415 


1.00 


86.70 


D 




1 PA 


! GLY 

VJI I— 1 


1 547 


I 15.893 


17.580 


0.027 


1.00 


84.97 


D 




1 P 


! GLY 

1: ^ 1 


1 547 


15.772 


16.465 


-1.001 


1.00 


84.36 


D 


OOCQ 


V-/ 


1 GLY 


! 547 


14.670 


] 16.076 


-1 .389 


1.00 


84.24 


1 ^ 


! d.<3f\J 


! N 

i 


T TYR 

1 I I i i 


548 


16.914 


I 15.955 


-1 .458 


1.00 


83.34 


D 




! HA 


! TYR 

1 i i i i 


548 


I 16.942 


14.882 


-2.449 


1.00 


82.17 


D 


to/ £ 


1 PR 


1 TYR 
i 1 1 1 


548 


I 18.166 


15.024 


-3.364 


1.00 


80.47 


D 


2373 


1 via 


! TYR 

i 1 Tri 


^48 


I 18 223 


1 14.157 


j -4.630 


1.00 


1 78.31 


1 ° 


I 2374 


CD1 


TYR 


548 


17.406 


1 4.426 


-5.733 


1.00 


77.47 


D 


2375 


CE1 


1 TYR 


1 548 


17.579 


1 3.748 


1 -6.955 


1.00 


1 76.81 


1 ^ 


I 2376 


CD2 


1 TYR 


1 548 


I 19.206 


1 13.165 


1 -4.776 


1.00 


77.12 




2377 


CE2 


1 TYR 


1 548 


19.384 


| 12.485 


"j -5.987 


1.00 


76.61 


1 ^ 


2378 


CZ 


TYR 


548 


18.579 


12.784 


-7.072 


1.00 


76.85 


D 


2379 


1 OH 


1 TYR 


1 548 


18.807 


12.151 


1 -8.275 


1.00 


76.36 


1 ^ 


2380 


c 


TYR 


| 548 


17.026 


1 3.547 


-1.740 


1.00 


82.76 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


* ft. J 

ATOM 


ft Trt ft t 

ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




2381 


O 


TYR 


548 


17.520 


13.440 


-0.611 


1.00 


82.35 


D 




2382 


N 


ASP 


549 


1 6.520 


12.535 


-2.419 


1.00 


83.15 


D 


10 


2383 


CA 


ASP 


549 


1 6.562 


11.184 


-1 .922 


1.00 


83.21 


D 




2384 


CB 


ASP 


549 


1 5.230 


10.485 


-2.134 


1.00 


83.27 


D 




2385 


CG 


ASP 


549 


15.216 


9.110 


-1.531 


1.00 


83.93 


D 


15 


2386 


OD1 


ASP 


549 


16.305 


8.643 


-1.146 


1.00 


85.23 


D 




2387 


OD2 


ASP 


549 


14.132 


8.502 


-1 .443 


1.00 


84.20 


D 




2388 


C 


ASP 


549 


17.609 


10.556 


-2.817 


1.00 


83.68 


D 


20 


2389 


o 


ASP 


549 


17.330 


10.226 


-3.971 


1.00 


83.55 


D 


2390 


N 


SER 


550 


18.821 


10.430 


-2.298 


1.00 


84.19 


D 




2391 


CA 


SER 


550 


19.920 


9.853 


-3.054 


1.00 


85.11 


D 




2392 


CB 


SER 


550 


21.225 


10.584 


-2.720 


1.00 


84.86 


D 


25 


2393 


OG 


SER 


550 


21 .524 


10.497 


-1.335 


1.00 


85.47 


D 




2394 


C 


SER 


550 


20.028 


8.384 


-2.686 


1.00 


85.74 


D 




2395 


O 


SER 


550 


21.019 


7.718 


-2.992 


1.00 


85.66 


D 


30 


2396 


N 


SER 


551 


18.982 


7.897 


-2.023 


1.00 


86.44 


D 


2397 


CA 


SER 


551 


18.902 


6.515 


-1.570 


1.00 


86.68 


D 




2398 


CB 


SER 


551 


17.908 


6.387 


-0.431 


1.00 


86.76 


D 




2399 


OG 


SER 


551 


16.603 


6.257 


-0.965 


1.00 


88.21 


D 


35 


2400 


C 


SER 


551 


18.418 


5.639 


-2.696 


1.00 


86.60 


D 




2401 


O 


SER 


551 


18.192 


4.441 


-2.527 


1.00 


86.16 


D 




2402 


N 


VAL 


552 


18.212 


6.235 


-3.854 


1.00 


87.52 


D 


40 


2403 


CA 


VAL 


552 


17.744 


5.444 


-4.955 


1.00 


88.87 


D 


2404 


CB 


VAL 


552 


1 6.263 


5.469 


-4.935 


1.00 


88.89 


D 




2405 


CG1 


VAL 


552 


15.800 


5.509 


-3.488 


1.00 


88.42 


D 




2406 


CG2 


VAL 


552 


1 5.778 


6.674 


-5.638 


1.00 


88.55 


D 


45 


2407 


C 


VAL 


552 


18.349 


6.072 


-6.192 


1.00 


89.48 


D 




2408 


O 


VAL 


552 


18.434 


7.303 


-6.289 


1.00 


89.94 


D 




2409 


N 


PRO 


553 


18.749 


5.233 


-7.166 


1.00 


90.53 


D 


50 


2410 


CD 


PRO 


553 


18.293 


3.842 


-7.338 


1.00 


91.20 


D 


2411 


CA 


PRO 


553 


19.382 


5.726 


-8.389 


1.00 


91.54 


D 




2412 


CB 


PRO 


553 


19.267 


4.570 


-9.388 


1.00 


91.76 


D 




2413 


CG 


PRO 


553 


18.260 


3.673 


-8.844 


1.00 


91.49 


D 


55 


2414 


C 


PRO 


553 


18.968 


7.021 


-8.977 


1.00 


92.07 


D 




2415 


O 


PRO 


553 


17.865 


7.522 


-8.784 


1.00 


92.26 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


A T" y"\ ft a 

ATOM 




2451 


N 


ARG 


558 


1 4.400 


13.116 


-12.985 


1.00 


93.50 


D 




2452 


CA 


ARG 


558 


14.743 


1 3.277 


-11.573 


1.00 


91.63 


D 


10 


2453 


CB 


ARG 


558 


15.415 


12.048 


-11.058 


1.00 


91.10 


D 




2454 


CG 


ARG 


558 


15.020 


11.954 


-9.656 


1.00 


90.49 


D 




2455 


CD 


ARG 


558 


1 4.884 


1 0.562 


-9.315 


1.00 


89.68 


D 


15 


2456 


NE 


ARG 


558 


15.970 


10.187 


-8.440 


1.00 


89.44 


D 




2457 


CZ 


ARG 


558 


1 5.933 


1 0.373 


-7.130 


1.00 


89.73 


D 




2458 


NH1 


ARG 


558 


14.861 


10.929 


-6.578 


1.00 


88.39 


D 


20 


2459 


NH2 


ARG 


558 


16.943 


9.976 


-6.368 


1.00 


89.50 


D 


2460 


C 


ARG 


558 


15.577 


14.447 


-11.003 


1.00 


90.86 


D 




2461 


O 


ARG 


558 


15.171 


15.095 


-10.053 


1.00 


90.88 


D 




2462 


N 


ILE 


559 


16.756 


14.695 


-11.544 


1.00 


89.58 


D 


25 


2463 


CA 


ILE 


559 


17.604 


1 5.729 


-10.998 


1.00 


88.94 


D 




2464 


CB 


ILE 


559 


18.964 


1 5.397 


-11.261 


1.00 


88.55 


D 




2465 


CG2 


ILE 


559 


19.823 


16.584 


-11.025 


1.00 


88.39 


D 


30 


2466 


CG1 


ILE 


559 


19.338 


14.230 


-10.403 


1.00 


88.44 


D 


2467 


CD1 


ILE 


559 


20.792 


14.151 


-10.319 


1.00 


88.21 


D 




2468 


C 


ILE 


559 


17.438 


17.109 


-11.513 


1.00 


88.86 


D 




2469 


O 


ILE 


559 


17.733 


18.112 


-10.853 


1.00 


88.86 


D 


35 


2470 


N 


MET 


560 


17.098 


17.147 


-12.772 


1.00 


88.53 


D 




2471 


CA 


MET 


560 


16.863 


18.409 


-13.360 


1.00 


88.39 


D 




2472 


CB 


MET 


560 


16.426 


18.226 


-14.761 


1.00 


88.54 


D 


40 


2473 


CG 


MET 


560 


17.550 


17.945 


-15.603 


1.00 


89.76 


D 


2474 


SD 


MET 


560 


17.064 


17.908 


-17.282 


1.00 


92.87 


D 




2475 


CE 


MET 


560 


1 8.550 


18.420 


-18.053 


1.00 


92.53 


D 




2476 


C 


MET 


560 


15.653 


18.747 


-12.618 


1.00 


88.07 


D 


AC 

45 


2477 


O 


MET 


560 


15.393 


19.883 


-12.229 


1.00 


88.78 


D 




2478 


N 


THR 


561 


14.867 


17.727 


-12.389 


1.00 


86.83 


D 




2479 


CA 


THR 


561 


1 3.682 


18.152 


-11.800 


1.00 


85.30 


D 


50 


2480 


CB 


THR 


561 


12.662 


17.110 


-11.851 


1.00 


84.89 


D 


2481 


OG1 


THR 


561 


11.788 


17.422 


-12.945 


1.00 


84.68 


D 




2482 


CG2 


THR 


561 


11.909 


17.094 


-10.585 


1.00 


84.42 


D 




2483 


C 


THR 


561 


1 3.902 


18.736 


-10.448 


1.00 


84.31 


D 


55 


2484 


0 


THR 


561 


1 3.522 


19.882 


-10.225 


1.00 


84.37 


D 




2485 


N 


THR 


562 


14.555 


17.990 


-9.569 


1.00 


83.16 


D 



131 



EP1 375 517A1 

TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM i 
Ml \y\vl 


ATOM 

TYPE 


RFSIDUE 


# 


X 


v 


z 


OCC 

xx >/ xx 


B 


ATOM 




2486 


CA 


THR 


562 


14.833 


1 8.504 


-8.251 


1.00 


82.17 


D 




2487 


CB 


THR 


562 


1 5.786 


17.565 


-7.420 


1.00 


82.07 


D 


10 


2488 


OG1 


THR 


562 


17.047 


17.455 


-8.089 


1.00 


82.61 


D 




2489 


CG2 


THR 


562 


15.185 


16.154 


-7.228 


1.00 


82.32 


D 




2490 


C 


THR 


562 


15.475 


19.901 


-8.403 


1.00 


81.33 


D 


15 


2491 


O 


THR 


562 


15.039 


20.807 


-7.712 


1.00 


82.35 


D 




2492 


N 


LEU 


563 


1 6.442 


20.097 


-9.317 


1.00 


79.93 


D 




2493 


CA 


LEU 


563 


17.134 


21.413 


-9.487 


1.00 


78.45 


D 




2494 


CB 


LEU 


563 


18.268 


21.323 


-10.557 


1.00 


77.66 


D 


20 


2495 


CG 


LEU 


563 


19.514 


20.947 


-9.730 


1.00 


78.54 


D 




2496 


CD1 


LEU 


563 


18.945 


20.372 


-8.463 


1.00 


79.05 


D 




2497 


CD2 


LEU 


563 


20.458 


19.923 


-10.336 


1.00 


78.61 


D 


25 


2498 


C 


LEU 


563 


16.264 


22.641 


-9.693 


1.00 


77.89 


D 




2499 


0 


LEU 


563 


16.525 


23.707 


-9.131 


1.00 


77.49 


D 




2500 


N 


ASN 


564 


15.211 


22.470 


-10.470 


1.00 


77.41 


D 




2501 


CA 


ASN 


564 


14.231 


23.514 


-10.738 


1.00 


76.89 


D 


30 


2502 


CB 


ASN 


564 


13.261 


23.004 


-11.770 


1.00 


75.58 


D 




2503 


CG 


ASN 


564 


13.809 


23.077 


-13.162 


1.00 


74.85 


D 




2504 


OD1 


ASN 


564 


15.013 


23.104 


-13.393 


1.00 


75.81 


D 


JO 


2505 


ND2 


ASN 


564 


12.922 


23.088 


-14.103 


1.00 


75.21 


D 




2506 


C 


ASN 


564 


13.465 


23.900 


-9.473 


1.00 


76.70 


D 




2507 


O 


ASN 


564 


13.204 


25.076 


-9.222 


1.00 


76.62 


D 


40 


2508 


N 


MET 


565 


13.062 


22.901 


-8.699 


1.00 


77.18 


D 


2509 


CA 


MET 


565 


12.367 


23.187 


-7.457 


1.00 


77.91 


D 




2510 


CB 


MET 


565 


12.112 


21.901 


-6.675 


1.00 


79.42 


D 




2511 


CG 


MET 


565 


10.648 


21.571 


-6.452 


1.00 


81.29 


D 




2512 


SD 


MET 


565 


9.742 


21.346 


-7.996 


1.00 


83.79 


D 




2513 


CE 


MET 


565 


8.275 


22.311 


-7.661 


1.00 


84.35 


D 




2514 


C 


MET 


565 


13.367 


24.047 


-6.695 


1.00 


77.81 


D 


50 


2515 


O 


MET 


565 


13.056 


25.148 


-6.229 


1.00 


77.62 


D 


2516 


N 


LEU 


566 


14.592 


23.542 


-6.602 


1.00 


77.54 


D 




2517 


CA 


LEU 


566 


15.623 


24.263 


-5.894 


1.00 


77.35 


D 




2518 


CB 


LEU 


566 


16.983 


23.594 


-6.052 


1.00 


76.46 


D 


55 


2519 


CG 


LEU 


566 


17.908 


24.447 


-5.190 


1.00 


76.14 


D 




2520 


CD1 


LEU 


566 


17.281 


24.541 


-3.813 


1.00 


76.45 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




2521 


CD2 


LEU 


566 


19.301 


23.887 


-5.113 


1.00 


76.14 


D 




2522 


C 


LEU 


566 


15.749 


25.705 


-6.346 


1.00 


78.03 


D 


10 


2523 


O 


LEU 


566 


15.956 


26.598 


-5.524 


1.00 


78.22 


D 




2524 


N 


GLY 


567 


15.644 


25.925 


-7.653 


1.00 


78.32 


D 




2525 


CA 


GLY 


567 


15.766 


27.264 


-8.199 


1.00 


78.16 


D 


15 


2526 


C 


GLY 


567 


14.644 


28.156 


-7.715 


1.00 


78.69 


D 




2527 


O 


GLY 


567 


14.853 


29.334 


-7.410 


1.00 


78.69 


D 




2528 


N 


GLY 


568 


13.451 


27.572 


-7.658 


1.00 


78.97 


D 


20 


2529 


CA 


GLY 


568 


12.291 


28.295 


-7.192 


1.00 


77.68 


D 


2530 


C 


GLY 


568 


12.574 


28.751 


-5.785 


1.00 


77.16 


D 




2531 


O 


GLY 


568 


12.456 


29.926 


-5.460 


1.00 


78.00 


D 




2532 


N 


ARG 


569 


12.983 


27.846 


-4.922 


1.00 


75.95 


D 


25 


2533 


CA 


ARG 


569 


13.219 


28.320 


-3.589 


1.00 


76.63 


D 




2534 


CB 


ARG 


569 


13.493 


27.128 


-2.691 


1.00 


78.37 


D 




2535 


CG 


ARG 


569 


12.355 


26.113 


-2.806 


1.00 


81.13 


D 


30 


2536 


CD 


ARG 


569 


12.650 


24.904 


-1.976 


1.00 


83.19 


D 


2537 


NE 


ARG 


569 


13.118 


25.333 


-0.668 


1.00 


84.03 


D 




2538 


CZ 


ARG 


569 


14.210 


24.856 


-0.090 


1.00 


85.57 


D 




2539 


NH1 


ARG 


569 


14.933 


23.933 


-0.712 


1.00 


85.65 


D 


35 


2540 


NH2 


ARG 


569 


14.591 


25.317 


1.094 


1.00 


86.82 


D 




2541 


C 


ARG 


569 


14.304 


29.402 


-3.504 


1.00 


76.48 


D 




2542 


O 


ARG 


569 


14.198 


30.301 


-2.673 


1.00 


77.05 


D 


40 


2543 


N 


GLN 


570 


15.307 


29.353 


-4.390 


1.00 


75.83 


D 


2544 


CA 


GLN 


570 


16.409 


30.332 


-4.394 


1.00 


74.43 


D 




2545 


CB 


GLN 


570 


17.633 


29.763 


-5.110 


1.00 


75.14 


D 




2546 


CG 


GLN 


570 


18.513 


28.845 


-4.290 


1.00 


74.93 


D 


45 


2547 


CD 


GLN 


570 


1 9.487 


28.081 


-5.164 


1.00 


74.79 


D 




2548 


OE1 


GLN 


570 


20.479 


27.532 


-4.681 


1.00 


75.77 


D 




2549 


NE2 


GLN 


570 


19.197 


28.032 


-6.463 


1.00 


73.98 


D 


50 


2550 


C 


GLN 


570 


16.112 


31.684 


-5.026 


1.00 


74.13 


D 


2551 


0 


GLN 


570 


16.736 


32.687 


-4.669 


1.00 


74.57 


D 




2552 


N 


VAL 


571 


15.197 


31 .707 


-5.994 


1.00 


72.68 


D 




2553 


CA 


VAL 


571 


14.834 


32.951 


-6.664 


1.00 


71.57 


D 


55 


2554 


CB 


VAL 


571 


14.183 


32.649 


-8.039 


1.00 


71.29 


D 




2555 


CG1 


VAL 


571 


13.528 


33.895 


-8.630 


1.00 


70.57 


D 
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TABLE 2 (continued) 



BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICAS ONE^ , — , 



ATOM 

2556 
2557 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



2558 
2559 



2560 
2561 



2562 



ATOM 
TYPE 

CG2 

C 



RESIDUE 



VAL 



O 
N 



CA 



CB 



CG2 



2564 
2565 



CD1 



2566 



2567 
2568 
2569 
2570 
2571 
2572 



N 

CA 
CB 



N 



2573 
2574 



CA 
CB 



2575 
2576 



2577 
2578 



N 

CA 



2579 



CB 



VAL 



2582 I 


C 


2583 [ 


O 


2584 J 


N 


2585 "| 


CA 


2586 


CB 


2587 


CG 


2588 


CD 


2589 


CE 


2590 


NZ 



VAL 
ILE 



ILE 



ILE 



ILE 

Ile 

ILE 
"|LE 



ILE 



ALA 

ALA 

ALA 

ALA 

ALA 

ALA 



ALA 
ALA 



ALA 
ALA 



VAL 
VAL 



VAL 



2580 CG1 VAL 

2581 CG2 VAL 



VAL 
VAL 



LYS 
LYS 
LYS 



LYS 
LYS 



# 



571 
571 



15.264 
13.911 



32.134 
33.739 



571 
572 



13.829 



34.972 



-8.985 
-5.736 



-5.805 



OCC 



1.00 
1.00 



13.244 | 33.004 -4.851 



572 



12.356 



33.588 



-3.860 



572 



11.428 



32.507 I -3.247 



572 
572 
572 



11.025 
10.210 
9.499 



32.883 



-1.821 



32.330 -4.166 
31.009 -4.031 



572 1 3.246 " I 34.234 -2.804 



572 



12.946 



35.316 -2.317 



573 
573 



14.355 
15.275 



33.588 -2.471 



1.00 
1.00 
1.00 
1.00 



70.98 
70.76 



70.66 
69.37 



67.55 
67.43 



1.00 



66.71 



1.00 
1.00 



65.46 



64.46 



1.00 
1.00 



66.03 
67.56 



573 16.281 
~573 I 16.009 



573 



16.571 



34.170 
33.116 
35.348 
36.213 



■1 .501 
-1 .028 
-2.159 
-1 .466 



1.00 
1.00 
1.00 
1.00 



574 15.980 " I 35.367 -3.499 



1.00 



64.63 
64.65 
64.20 
65.16 
63.91 



1.00 



65.57 



^4 16.626 T 36.403 -4.334 



35.916 



-5.791 



15.873 37.732 | -4-267 



574 16.442 



38.816 



-4.435 



1.00 
1.00 



65.65 
64.41 



1.00 



65.77 



575 



14.572 



37.624 -4.037 



1.00 



575 13.717 



38.774 



-3.916 



575 12.261 



38.365 -4.194 



575 
575 



11.342 
12.183 



39.580 -4.126 



37.695 



-5.572 



575 
575 
576 
576 
576 



576 
576 



13.903 I 


39.353 j 


-2.500 


14.030 | 


40.573 J 


-2.363 


1 3.937 I 


38.516 J 


-1 .448 


14.159 


39.085 


-0.103 


1 4.044 


38.055 


1.073 


12.641 


37.402 


1.379 


12.456 


p 36.763 


2.842 


13.443 


35.602 


] 3.211 


13.115 


34.750 


1 4.436 



1.00 
1.00 
1.00 



1.00 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



64.59 



66.30 



67.41 
67.80 



66.72 



68.22 
68.51 
68.32 
68.40 
69.53 
72.11 
77.34 
80.60 
83.74 
83.62 



D 



D 



D 
D 



D 



D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


AT/MI 

ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


/"■v /*n s*\ 

occ 


B 


ATOM 




2591 


C 


LYS 


576 


15.593 


39.643 


-0.132 


1.00 


68.77 


D 




2592 


O 


LYS 


576 


1 5.895 


40.648 


0.514 


1.00 


70.13 


D 


10 


2593 


N 


TRP 


577 


16.489 


39.007 


-0.878 


1.00 


66.43 


D 




2594 


CA 


TRP 


577 


17.842 


39.536 


-0.913 


1.00 


63.78 


D 




2595 


CB 


TRP 


577 


18.790 


38.561 


-1.620 


1.00 


61.85 


D 


15 


2596 


CG 


TRP 


577 


20.107 


39.167 


-1.989 


1.00 


58.40 


D 




2597 


CD2 


TRP 


577 


20.517 


39.533 


-3.302 


1.00 


57.61 


D 




2598 


CE2 


TRP 


577 


21.836 


40.028 


-3.210 


1.00 


57.50 


D 


20 


2599 


CE3 


TRP 


577 


19.920 


39.441 


: -4.565 


1.00" 


56.82 


D 


2600 


CD1 


TRP 


577 


21.136 


39.486 


-1.158 


1.00 


57.68 


D 




2601 


NE1 


TRP 


577 


22.182 


40.009 


-1.884 


1.00 


58.31 


D 




2602 


CZ2 


TRP 


577 


22.542 


40.486 


-4.322 


1.00 


57.43 


D 


25 


2603 


CZ3 


TRP 


577 


20.617 


39.894 


-5.668 


1.00 


56.94 


D 




2604 


CH2 


TRP 


577 


21.928 


40.389 


-5.545 


1.00 


57.05 


D 




2605 


C 


TRP 


577 


17.856 


40.901 


-1.609 


1.00 


62.95 


D 


30 


2606 


O 


TRP 


577 


18.328 


41.881 


-1.035 


1.00 


61.99 


D 


2607 


N 


ALA 


578 


17.324 


40.959 


-2.826 


1.00 


62.89 


D 




2608 


CA 


ALA 


578 


17.288 


42.201 


-3.610 


1.00 


63.57 


D 




2609 


CB 


ALA 


578 


1 6.480 


41.988 


-4.895 


1.00 


62.98 


D 


35 


2610 


C 


ALA 


578 


16.724 


43.380 


-2.821 


1.00 


64.15 


D 




2611 


O 


ALA 


578 


17.341 


44.446 


-2.769 


1.00 


63.71 


D 




2612 


N 


LYS 


579 


15.557 


43.178 


-2.213 


1.00 


64.96 


D 


40 


2613 


CA 


LYS 


579 


14.901 


44.196 


-1.406 


1.00 


65.52 


D 


2614 


CB 


LYS 


579 


13.617 


43.610 


-0.812 


1.00 


67.19 


D 




2615 


CG 


LYS 


579 


12.524 


43.330 


-1.856 


1.00 


68.64 


D 




2616 


CD 


LYS 


579 


11.399 


42.409 


-1.353 


1.00 


69.03 


D 


AC 

45 


2617 


CE 


LYS 


579 


11.014 


42.666 


0.106 


1.00 


69.80 


D 




2618 


NZ 


LYS 


579 


9.561 


42.402 


0.366 


1.00 


70.70 


D 




2619 


C 


LYS 


579 


15.809 


44.754 


-0.293 


1.00 


65.43 


D 


50 


2620 


O 


LYS 


579 


15.728 


45.933 


0.044 


1.00 


65.59 


D 


2621 


N 


ALA 


580 


16.687 


43.930 


0.264 


1.00 


64.59 


D 




2622 


CA 


ALA 


580 


17.577 


44.407 


1.325 


1.00 


64.93 


D 




2623 


CB 


ALA 


580 


18.038 


43.234 


2.192 


1.00 


65.44 


D 


55 


2624 


C 


ALA 


580 


18.793 


45.178 


0.817 


1.00 


64.74 


D 




2625 


O 


ALA 


580 


19.532 


45.780 


1.604 


1.00 


64.88 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 

r\ I v/ivi 

TYPE 


RESIDUE 


# 

IT 


x 


Y 


Z 


OCC 


B 


ATOM 




2626 


N 


ILE 


581 


19.013 


45.157 


-0.492 


1.00 


64.45 


D 




2627 


CA 


ILE 


581 


20.152 


45.867 


-1 .048 


1.00 


64.93 


D 


10 


2628 


CB 


ILE 


581 


20.382 


45.492 


-2.515 


1.00 


63.01 


D 




2629 


CG2 


ILE 


581 


21.375 


46.449 


-3.160 


1.00 


62.56 


D 




2630 


CG1 


ILE 


581 


20.908 


44.068 


-2.592 


1.00 


60.84 


D 


15 


2631 


CD1 


ILE 


581 


20.782 


43.502 


-3.944 


1.00 


59.17 


D 




2632 


C 


ILE 


581 


19.916 


47.364 


-0.949 


1.00 


66.48 


D 




2633 


0 


ILE 


581 


18.937 


47.900 


-1 .473 


1.00 


67.02 


D 




2634 


N 


PRO 


582 


20.806 


48.055 


-0.238 


1.00 


67.71 


D 


20 


2635 


CD 


PRO 


582 


21.885 


47.468 


0.572 


1.00 


68.94 


D 




2636 


CA 


PRO 


582 


20.747 


49.499 


-0.039 


1.00 


69.60 


D 




2637 


CB 


PRO 


582 


22.138 


49.810 


0.481 


1.00 


69.24 


D 


25 


2638 


CG 


PRO 


582 


22.394 


48.676 


1.353 


1.00 


69.39 


D 




2639 


C 


PRO 


582 


20.452 


50.200 


-1.349 


1.00 


70.14 


D 




2640 


0 


PRO 


582 


21 .234 


50.111 


-2.296 


1.00 


70.73 


D 




2641 


N 


GLY 


583 


19.318 


50.885 


-1 .408 


1.00 


70.94 


D 


30 


2642 


CA 


GLY 


583 


18.947 


51.599 


-2.611 


1.00 


72.37 


D 




2643 


C 


GLY 


583 


18.149 


50.832 


-3.652 


1.00 


74.21 


D 




2644 


0 


GLY 


583 


17.795 


51.397 


-4.676 


1.00 


74.83 


D 




2645 


N 


PHE 


584 


1 7.844 


49.555 


-3.422 


1.00 


74.85 


D 




2646 


CA 


PHE 


584 


17.092 


48.813 


-4.429 


1.00 


74.38 


D 




2647 


CB 


PHE 


584 


17.361 


47.309 


-4.321 


1.00 


70.65 


D 


40 


2648 


CG 


PHE 


584 


16.647 


46.498 


-5.369 


1.00 


67.79 


D 


2649 


CD1 


PHE 


584 


17.111 


46.468 


-6.684 


1.00 


65.83 


D 




2650 


CD2 


PHE 


584 


15.470 


45.821 


-5.056 


1.00 


66.67 


D 




2651 


CE1 


PHE 


584 


16.404 


45.783 


-7.677 


1.00 


63.42 


D 


45 


2652 


CE2 


PHE 


584 


1 4.756 


45.138 


-6.039 


1.00 


65,18 


D 




2653 


CZ 


PHE 


584 


15.225 


45.120 


-7.353 


1.00 


64.10 


D 




2654 


C 


PHE 


584 


15.587 


49.053 


-4.351 


1.00 


76.56 


D 


50 


2655 


0 


PHE 


584 


1 4.924 


49.153 


-5.385 


1.00 


76.30 


D 


2656 


N 


ARG 


585 


15.058 


49.140 


-3.131 


1.00 


79.68 


D 




2657 


CA 


ARG 


585 


13.620 


49.343 


-2.898 


1.00 


81.83 


D 




2658 


CB 


ARG 


585 


13.277 


49.230 


-1 .404 


1.00 


82.57 


D 


55 


2659 


CG 


ARG 


585 


13.320 


47.822 


-0.844 


1.00 


85.17 


D 




2660 


CD 


ARG 


585 


1 2.282 


47.604 


0.253 


1.00 


87.14 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


y**v 

occ 


B 


ATOM 




2661 


NE 


ARG 


585 


10.921 


47.879 


-0.208 


1.00 


89.83 


D 




2662 


CZ 


ARG 


585 


1 0.378 


47.395 


-1 .327 


1.00 


90.53 


D 


10 


2663 


NH1 


ARG 


585 


11.073 


46.596 


-2.130 


1.00 


89.47 


D 




2664 


NH2 


ARG 


585 


9.130 


47.717 


-1.650 


1.00 


90.67 


D 




2665 


C 


ARG 


585 


13.105 


50.680 


-3.394 


1.00 


82.68 


D 


15 


2666 


O 


ARG 


585 


11.961 


50.800 


-3.841 


1.00 


82.83 


D 




2667 


N 


ASN 


586 


13.957 


51.689 


-3.302 


1.00 


83.37 


D 




2668 


CA 


ASN 


586 


13.582 


53.021 


-3.717 


1.00 


84.07 


D 




2669 


CB 


ASN 


586 


14.559 


54.021 


-3.111 


1.00 


85.16 


D 


20 


2670 


CG 


ASN 


586 


14.559 


53.959 


-1 .593 


1.00 


86.57 


D 




2671 


OD1 


ASN 


586 


1 5.605 


53.793 


-0.958 


1.00 


86.08 


D 




2672 


ND2 


ASN 


586 


13.368 


54.076 


-1.004 


1.00 


87.02 


D 


25 


2673 


C 


ASN 


586 


13.482 


53.180 


-5.218 


1.00 


83.72 


D 




2674 


0 


ASN 


586 


13.251 


54.274 


-5.715 


1.00 


84.47 


D 




2675 


N 


LEU 


587 


13.668 


52.105 


-5.963 


1.00 


83.66 


D 


30 


2676 


CA 


LEU 


587 


1 3.506 


52.244 


-7.394 


1.00 


83.96 


D 


2677 


CB 


LEU 


587 


14.377 


51.266 


-8.177 


1.00 


82.49 


D 




2678 


CG 


LEU 


587 


15.893 


51 .449 


-8.222 


1.00 


80.62 


D 




2679 


CD1 


LEU 


587 


16.502 


50.072 


-8.268 


1.00 


80.84 


D 


35 


2680 


CD2 


LEU 


587 


16.339 


52.269 


-9.424 


1.00 


78.79 


D 




2681 


C 


LEU 


587 


12.049 


51.908 


-7.606 


1.00 


85.36 


D 




2682 


O 


LEU 


587 


11.378 


51.373 


-6.721 


1.00 


85.16 


D 


40 


2683 


N 


HIS 


588 


11.561 


52.223 


-8.792 


1.00 


86.53 


D 


2684 


CA 


HIS 


588 


10.186 


51.949 


-9.110 


1.00 


87.58 


D 




2685 


CB 


HIS 


588 


9.908 


52.395 


-10.533 


1.00 


88.54 


D 




2686 


CG 


HIS 


588 


8.461 


52.636 


-10.806 


1.00 


90.27 


D 


45 


2687 


CD2 


HIS 


588 


7.739 


53.783 


-10.820 


1.00 


90.56 


D 




2688 


ND1 


HIS 


588 


7.567 


51.616 


-11.046 


1.00 


90.27 


D 




2689 


CE1 


HIS 


588 


6.358 


52.122 


-11.200 


1.00 


90.42 


D 


50 


2690 


NE2 


HIS 


588 


6.437 


53.436 


-11.068 


1.00 


90.75 


D 


2691 


C 


HIS 


588 


9.900 


50.461 


-8.957 


1.00 


87.99 


D 




2692 


O 


HIS 


588 


10.651 


49.636 


-9.464 


1.00 


88.40 


D 




2693 


N 


LEU 


589 


8.821 


50.129 


-8.260 


1.00 


88.47 


D 


55 


2694 


CA 


LEU 


589 


8.421 


48.740 


-8.052 


1.00 


88.53 


D 




2695 


CB 


LEU 


589 


7.093 


48.679 


-7.306 


1.00 


88.25 


D 
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. — ■ ' _ nu y RAY DIFFRACTION FROM THh LIGAND 

BINDING DOMAIN OF GRct IN COMPLEX Wi mr_^ _ ( ^ | " j^oM 



ATOM 



2696 



10 



2697 
2698 
2699 



15 



20 



25 



30 



35 



40 



45 



50 



55 



2700 
2701 



2702 



2703 
2704 



ATOM 
TYPE 

CG 



RESIDUE 



CD1 



CD2 
C 



O 
N 



2705 
2706 
2707 
2708 



CA 
CG 



2713 



2714 



OD1 
OD2 
C 
O 



OD1 



2715 
2716 
2717 



OD2 



2718 



2719 
2720 



2721 



2722 



C 
O 



N 



CA 



CB 



CD 



OE1 



2728 
2729 



2730 



NE2 
C 
O 
N 
CA 



LEU 

Tiu 



CB 
CG 



SD 



LEU 

"asp 

ASP 
ASP 



ASP 
ASP 



ASP 
ASP 



GLN 



GLN 



GLN 
GLN 



GLN 



GLN 



GLN 

GLN 

GLN 

MET 

MET 



MET 
MET 



589 
589 



6.842 
6.931 



MET 



589 
589 



5.482 
8.256 



589 
"590 
590 
590 



7.991 
8.396 



47.395 
47.743 



-6.527 
-5.056 



46.787 
48.003 



-6.860 
-9.382 



46.803 
48.735 



-9.407 
-10.483 



i 8.269 I 


48.163 | 


| 7.587 [ 


49.166 [ 


| 6.149 \ 


48.786 | 


5.466 | 


48.223 T 


I 5.702 1 


49.064 


9.641 


47.794J 


9.766 ' 


| 46.872 


10.663 


[ 48.528 


I 12.033 


| 48.252 


12.925 


1 49.470 


I 12.417 


50.683 



1.00 
1.00 



1.00 



1.00 



1.00 
1.00 



89.05 
89.76 
88.71 



88.65 



D 
D 



D 



D 



88.78 
88.97 



D 
D 



-11.819 
-12.758 
-13.080 
-12.196 
~1 4.21 7 
-12.365 
-13.174 
-11.941 
-12.365 
-12.157 
-12.885 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



89.67 
91.42 
92.34 



D 
D 
D 



93.01 
93.07 
89.21 



591 
591 



11.775 
12.670 



50.505 
51.811 



-13.943 
-12.407 



1.00 
1.00 
1.00 
1.00 

Too 



89.72 
88.41 



D 
D 



87.48 



89.21 
90.55 



591 
591 



12.514 
13.210 



47.125 
46.213 



-11.480 
-11.928 



592 
592 



592 
592 



12.132 
12.450 
11.654 
12.383 



47.227 I -10.208 
46.231 | -9204 
46.496 | -7^914 
47,381' I -6.904 



1.00 
1.00 



1.00 

Too 



91.32 
90.79 



D 
D 



D 
D 



85.89 
85.48 



D 
D 



592 



11.593 I 47.633 -5.622 



592 



593 



11.225 
11.340 
1 2.046 
1 2.658 
11.014 
10.529 
9.027 
8.224 
6.539 



46.704 
48.905 
44.891 
43.863 
44.913 
43.694 
43.756 
43.102 
42.873 



-4.896 
-5.332 
-9.790 
-9.513 
-10.625 
-11.249 
-11.480 
-10.394 
-10.938 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



1.00 
1.00 
1.00 
1.00 

Too 

1.00 
1.00 
1.00 



84.16 



D 



82.32 
81.57 
82.24 



D 



82.59 
82.42 



D 
D 



83.09 
81.43 
81.40 



D 
D 



80.58 
79.77 
81.53 
83.90 



D 
D 
D 
D 



86.70 



D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


Aim i 

RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




2731 


CE 


MET 


593 


5.819 


44.357 


-10.312 


1.00 


86.41 


D 




2732 


C 


MET 


593 


11.189 


43.379 


-12.563 


1.00 


78.53 


D 


10 


2733 


O 


MET 


593 


11.140 


42.234 


-13.012 


1.00 


78.60 


D 




2734 


N 


THR 


594 


11.784 


44.377 


-13.208 


1.00 


76.34 


D 




2735 


CA 


THR 


594 


1 2.429 


44.086 


-14.476 


1.00 


74.92 


D 


15 


2736 


CB 


THR 


594 


12.608 


45.340 


-15.353 


1.00 


75.23 


D 




2737 


OG1 


THR 


594 


11.648 


46.336 


-14.979 


1.00 


75.76 


D 




2738 


CG2 


THR 


594 


12.388 


44.976 


-16.822 


1.00 


74.71 


D 


20 


2739 


C 


THR 


594 


13.798 


43.504 


-14.174 


1.00 


73.12 


D 


2740 


0 


THR 


594 


14.198 


42.481 


-14.741 


1.00 


72.69 


D 




2741 


N 


LEU 


595 


1 4.498 


44.156 


-13.255 


1.00 


70.86 


D 




2742 


CA 


LEU 


595 


15.822 


43.721 


-12.869 


1.00 


68.87 


D 


25 


2743 


CB 


LEU 


595 


16.363 


44.672 


-11.783 


1.00 


67.46 


D 




2744 


CG 


LEU 


595 


16.546 


46.137 


-12.248 


1.00 


65.81 


D 




2745 


CD1 


LEU 


595 


17.104 


46.982 


-11.111 


1.00 


65.46 


D 


30 


2746 


CD2 


LEU 


595 


17.484 


46.212 


-13.454 


1.00 


64.25 


D 


2747 


C 


LEU 


595 


15.837 


42.233 


-12.444 


1.00 


68.29 


D 




2748 


O 


LEU 


595 


16.655 


41 .460 


-12.945 


1.00 


67.78 


D 




2749 


N 


LEU 


596 


14.919 


41.815 


-11.571 


1.00 


67.24 


D 


35 


2750 


CA 


LEU 


596 


14.867 


40.417 


-11.145 


1.00 


66.35 


D 




2751 


CB 


LEU 


596 


13.898 


40.242 


-10.015 


1.00 


64.75 


D 




2752 


CG 


LEU 


596 


14.549 


40.758 


-8.763 


1.00 


65.03 


D 


40 


2753 


CD1 


LEU 


596 


13.510 


40.709 


-7.689 


1.00 


65.87 


D 


2754 


CD2 


LEU 


596 


15.772 


39.920 


-8.402 


1.00 


63.70 


D 




2755 


C 


LEU 


596 


14.450 


39.468 


-12.223 


1.00 


67.95 


D 




2756 


O 


LEU 


596 


14.648 


38.260 


-12.121 


1.00 


68.48 


D 


45 


2757 


N 


GLN 


597 


1 3.834 


40.003 


-13.256 


1.00 


70.46 


D 




2758 


CA 


GLN 


597 


1 3.385 


39.144 


-14.322 


1.00 


71.83 


D 




2759 


CB 


GLN 


597 


1 2.092 


39.680 


-14.893 


1.00 


74.64 


D 


50 


2760 


CG 


GLN 


597 


10.889 


39.131 


-14.174 


1.00 


77.64 


D 


2761 


CD 


GLN 


597 


9.690 


40.015 


-14.335 


1.00 


80.72 


D 




2762 


OE1 


GLN 


597 


9.518 


40.672 


-15.371 


1.00 


81.13 


D 




2763 


NE2 


GLN 


597 


8.839 


40.040 


-13.312 


1.00 


82.34 


D 


55 


2764 


C 


GLN 


597 


1 4.433 


39.010 


-15.389 


1.00 


71.17 


D 




2765 


O 


GLN 


597 


14.538 


37.981 


-16.054 


1.00 


70.16 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




2766 


N 


TYR 


598 


1 5.222 


40.060 


-15.547 


1.00 


71.62 


D 




2767 


CA 


TYR 


598 


16.282 


40.034 


-16.530 


1.00 


73.19 


D 


10 


2768 


CB 


TYR 


598 


16.699 


41.442 


-16.884 


1.00 


75.94 


D 




2769 


CG 


TYR 


598 


15.858 


42.139 


-17.912 


1.00 


78.54 


D 




2770 


CD1 


TYR 


598 


14.469 


42.030 


-17.920 


1.00 


79.49 


D 


ID 


2771 


CE1 


TYR 


598 


13.705 


42.761 


-18.828 


1.00 


80.77 


D 




2772 


CD2 


TYR 


598 


1 6.459 


42.988 


-18.832 


1.00 


79.85 


D 




2773 


CE2 


TYR 


598 


15.718 


43.719 


-19.729 


1.00 


80.37 


D 




2774 


CZ 


TYR 


598 


14.350 


43.607 


-19.726 


1.00 


80.56 


D 


20 


2775 


OH 


TYR 


598 


13.651 


44.360 


-20.628 


1.00 


81.35 


D 




2776 


C 


TYR 


598 


17.509 


39.318 


-15.991 


1.00 


72.98 


D 




2777 


O 


TYR 


598 


18.318 


38.818 


-16.761 


1.00 


73.46 


D 


no 


2778 


N 


SER 


599 


17.653 


39.246 


-14.671 


1.00 


71.89 


D 




2779 


CA 


SER 


599 


18.855 


38.629 


-14.141 


1.00 


70.45 


D 




2780 


CB 


SER 


599 


19.754 


39.726 


-13.554 


1.00 


70.74 


D 


30 


2781 


OG 


SER 


599 


19.116 


40.418 


-12.498 


1.00 


71.65 


D 


2782 


C 


SER 


599 


1 8.773 


37.475 


-13.152 


1.00 


69.27 


D 




2783 


O 


SER 


599 


1 9.778 


37.130 


-12.543 


1.00 


69.11 


D 




2784 


N 


TRP 


600 


17.620 


36.846 


-12.991 


1.00 


68.14 


D 


35 


2785 


CA 


TRP 


600 


17.553 


35.758 


-12.021 


1.00 


66.50 


D 




2786 


CB 


TRP 


600 


16.104 


35.228 


-11.880 


1.00 


64.24 


D 




2787 


CG 


TRP 


600 


15.610 


34.419 


-13.029 


1.00 


62.65 


D 


40 


2788 


CD2 


TRP 


600 


15.688 


32.996 


-13.158 


1.00 


62.35 


D 


2789 


CE2 


TRP 


600 


1 5.247 


32.668 


-14.461 


1.00 


62.55 


D 




2790 


CE3 


TRP 


600 


16.088 


31.963 


-12.298 


1.00 


61.35 


D 




2791 


CD1 


TRP 


600 


15.129 


34.887 


-14.220 


1.00 


62.62 


D 


45 


2792 


NE1 


TRP 


600 


14.913 


33.842 


-15.086 


1.00 


62.81 


D 




2793 


CZ2 


TRP 


600 


1 5.205 


31.350 


-14.928 


1.00 


62.62 


D 




2794 


CZ3 


TRP 


600 


1 6.046 


30.648 


-12.763 


1.00 


61.50 


D 


50 


2795 


CH2 


TRP 


600 


1 5.607 


30.356 


-14.070 


1.00 


62.18 


D 


2796 


C 


TRP 


600 


1 8.545 


34.604 


-12.305 


1.00 


66.75 


D 




2797 


O 


TRP 


600 


19.058 


33.988 


-11.365 


1.00 


66.87 


D 




2798 


N 


MET 


601 


18.847 


34.327 


-13.576 


1.00 


65.69 


D 


55 


2799 


CA 


MET 


601 


19.759 


33.225 


-13.902 


1.00 


64.40 


D 




2800 


CB 


MET 


601 


1 9.572 


32.783 


-15.357 


1.00 


65.00 


D 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X- 
BINDING DOMAIN OF GRcc IN COMPLEX WITH FLUTICASONE 



RAY DIFFRACTION FROM THE LIGAND 
PROPIONATE AND A TIF2 FRAGMENT 





ATCWA 

TYPE 


ntolUUt 


# 


v 
A 


v 


7 
t- 




b 


Al UM 


2801 


CG 


MET 


601 


20.405 


31.563 


-15.746 


1.00 


64.60 


D 


2802 


SD 


MET 


601 


19.781 


30.024 


-15.098 


1.00 


63.03 


D 


2803 


CE 


MET 


601 


18.606 


29.722 


•16.311 


1.00 


63.59 


D 


2804 


C 


MET 


601 


21.216 


33.612 


-13.676 


1.00 


63.06 


D 


2805 


O 


MET 


601 


22.030 


32.811 


-13.209 


1.00 


61.71 


D 


2806 


N 


SER 


602 


21.531 


34.849 


-14.033 


1.00 


62.11 


D 


2807 


CA 


SER 


602 


22.858 


35.392 


-13.847 


1.00 


60.77 


D 


2808 


CB 


SER 


602 


22.879 


36.826 


-14.363 


1.00 


61.16 


D 


2809 


OG 


SER 


602 


24.160 


37.417 


-14.248 


1.00 


65.49 


D 


2810 


C 


SER 


602 


23.113 


35.321 


-12.340 


1.00 


59.92 


D 


2811 1 


O 


SER 


602 


24.177 


34.898 


-11.900 


1.00 


58.97 


D 


2812 


N 


LEU 


603 


22.111 


35.709 


-11.548 


1.00 


59.96 


D 


2813 


CA 


LEU 


603 


22.215 


35.657 


-10.088 


1.00 


60.03 


D 


2814 


CB 


LEU 


603 


20.967 


36.270 


-9.451 


1.00 


59.15 


D 


2815 


CG 


LEU 


603 


20.845 


37.787 


-9.443 


1.00 


58.29 


D 


2816 


CD1 


LEU 


603 


19.555 


38.185 


-8.783 


1.00 


59.06 


D 


2817 


CD2 


LEU 


603 


22.015 


38.374 


-8.704 


1.00 


59.29 


D 


2818 


C 


LEU 


603 


22.367 


34.218 


-9.556 


1.00 


60.99 


D 


2819 


O 


LEU 


603 


23.199 


33.949 


-8.671 


1.00 


59.56 


D 


2820 


N 


MET 


604 


21.544 


33.317 


-10.092 


1.00 


61.05 


D 


2821 


CA 


MET 


604 


21 .535 


31.914 


-9.701 


1.00 


61.42 


D 


2822 


CB 


MET 


604 


20.301 


31.212 


-10.291 


1.00 


62.57 


D 


2823 


CG 


MET 


604 


18.977 


31.722 


-9.720 


1.00 


63.60 


D 


2824 


SD 


MET 


604 


18.923 


31 .632 


-7.902 


1.00 


66.37 


D 


2825 


CE 


MET 


604 


19.713 


33.227 


-7.348 


1.00 


61.36 


D 


2826 


C 


MET 


604 


22.818 


31.186 


-10.104 


1.00 


61.75 


D 


2827 


O 


MET 


604 


23.401 


30.451 


-9.303 


1.00 


63.54 


D 


2828 


N 


ALA 


605 


23.259 


31.396 


-11.343 


1.00 


61.11 


D 


2829 


CA 


ALA 


605 


24.484 


30.759 


-11.826 


1.00 


58.27 


D 


2830 


CB 


ALA 


605 


24.652 


30.980 


-13.328 


1.00 


56.44 


D 


2831 


C 


ALA 


605 


25.693 


31.308 


-11.081 


1.00 


57.37 


D 


2832 


O 


ALA 


605 


26.508 


30.533 


-10.584 


1.00 


58.59 


D 


2833 


N 


PHE 


606 


25.816 


32.632 


-10.982 


1.00 


55.71 


D 


2834 


CA 


PHE 


606 


26.969 


33.185 


-10.289 


1.00 


54.38 


D 


2835 


CB 


PHE 


606 


26.883 


34.693 


-10.154 


1.00 


53.77 


D 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 2 (continued) 



ATOM 



2836 



2837 



2838 



2839 



2840 
2841 



2842 
2843 
2844 



ATOM 
TYPE 



CG 



CD1 



RESIDUE 



CD2 



CE1 



2845 
2846 
2847 



2848 



2849 



2850 



2851 



2852 



35 



2856 



2857 



40 



2858 
2859 



2860 



2861 



45 



50 



55 



2862 
2863 
2864 
2865 



2866 
2867 
2868 
2869 
2870 



CE2 
CZ 



N 

CA 
CB 



N 



CA 



CB 



CG 



2853 I CD1 

2854 | CD2 
2855 



N 



CA 



N 



PHE 



PHE 
PHE 
PHE 



PHE 
PHE 



PHE 

PHE 

ALA 

ALA 

ALA 

ALA 

ALA 

LEU 



LEU 



LEU 



LEU 



LEU 

liu 



LEU 
LEU 



GLY 
GLY 
GLY 



GLY 



CA 
CB 
"CG 
CD2 



CE2 
CE3 
CD1 
NE1 
CZ2 



TRP 

TRP 

TRP 

TRP 

TRP 

TRP 

TRP 

TRP 

TRP 

TRP 



606 



606 



606 
606 



606 



606 



606 

606 

607 

607 

607 

607 

607 

608 

608 

608 



28.211 



608 



608 
608 



608 
608 



609 



610 
610 
610 



29.221 



610 



28.464 
30.454 



35.350 
35.169 
36.127 
35.765 



29.697 
30.699 



36.732 
36.545 



27.121 
28.213 
26.039 
26.102 
24.742 
26.618 
27.568 
26.015 
26.504 
25.737 
26.095 



32.578 
32.161 
32.527 
31.931 
31.971 
30.484 [ -6.876 
30.149 -6.172 



1.00 
1.00 



54.05 
53.71 



29.628 
28.249 



-7.702 



1.00 



-7.822 1-00 



27.488 -8.918 



26.110 



-9.530 



1.00 
1.00 



25.505 
25.500 



1.00 



24.894 -8.789 
26.137 -10.928 I 1.00 



52.77 
54.52 
53.99 
53.37 



52.75 
51.27 



27.997 
28.820 



28.321 



27.621 



-8.167 
-7.574 



1.00 
1.00 



28.352 



609 T 29.750 
609 ! 30.519 



29.177 
29.289 
29.339 



-9.119 
-9.466 



1.00 
1.00 



-8.169 1-00 



31.360 | 28.493 -7.891 



1.00 



1.00 



^To | 30.194 30.320 -7.348 
610 30.837 I 30.510 | -6.063 [ 1.00 



55.73 
55.83 



56.30 
55.84 
56.33 



58.34 



30.164 
30.715 
31.922 



31.686 -5.382 



1.00 



31.983 -4.082 1.00 



32.688 -3.819 



610 | 32.062 | 32J60 -2.413 
32.924 33.244 | -4.630 



30.168 



33.398 



■1.861 
-1 .798 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



56.64 
56.47 



54.87 
54.25 



54.11 

53.58 

54.73 

53.99 

52.96 

53.93 



z 


OUU ] 


□ 


ATOM 


-9.951 


1.00 I 


52.02 


P 1 


-10.889 


1.00 I 


50.21 


D j 


-8.818 I 


1.00 I 


51.90 


D 


| -lU./^O | 


1 00 


50.29 


D J 


-8.636 


Too 


50.51 




I -9.591 


1.00 


51.66 


D J 


-8.907 


1.00 


55.10 


D 1 


1 -8.539 


UK) 


55.15 


D _J 


1 -8.134 


I ZoO 


[ 55.44 


D 1 


-6.805 


1.00 


54.39 


D 


1 -6.134 


| 1.00 


1 54.87 


D 



D 



D 



D 



D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


u 

# 


X 


Y 


z 


OCC 


B 


ATOM 




2871 


CZ3 


TRP 


610 


34.006 


33.879 


-4.020 


1.00 


55.04 


D 




2872 


CH2 


TRP 


610 


34.109 


33.941 


-2.614 


1.00 


54.37 


D 


10 


2873 


C 


TRP 


610 


30.861 


29.278 


-5.126 


1.00 


56.15 


D 




2874 


O 


TRP 


610 


31.909 


28.875 


-4.650 


1.00 


55.81 


D 




2875 


N 


ARG 


611 


29.709 


28.696 


-4.850 


1.00 


57.57 


D 


15 


2876 


CA 


ARG 


611 


29.642 


27.532 


-3.979 


1.00 


60.30 


D 




2877 


CB 


ARG 


611 


28.205 


27.011 


-3.916 


1.00 


60.79 


D 




2878 


CG 


ARG 


611 


27.260. 


27.895 


-3.152 


1.00 


61.01 


D 


20 


2879 


CD 


ARG 


611 


26.050 


27.105 


-2.743 


1.00 


62.23 


D 


2880 


NE 


ARG 


611 


25.221 


26.733 


-3.885 


1.00 


65.70 


D 




2881 


CZ 


ARG 


611 


24.575 


27.609 


-4.658 


1.00 


67.49 


D 




2882 


NH1 


ARG 


611 


24.672 


28.915 


-4.411 


1.00 


67.58 


D 


25 


2883 


NH2 


ARG 


611 


23.815 


27.175 


-5.662 


1.00 


67.11 


D 




2884 


C 


ARG 


611 


30.557 


26.396 


-4.437 


1.00 


62.21 


D 




2885 


O 


ARG 


611 


31.111 


25.658 


-3.619 


1.00 


62.76 


D 


30 


2886 


N 


SER 


612 


30.700 


26.267 


-5.752 


1.00 


63.60 


D 


2887 


CA 


SER 


612 


31.515 


25.235 


-6.376 


1.00 


64.24 


D 




2888 


CB 


SER 


612 


31 .249 


25.222 


-7.871 


1.00 


63.20 


D 




2889 


OG 


SER 


612 


29.893 


24.903 


-8.109 


1.00 


64.79 


D 


35 


2890 


C 


SER 


612 


32.992 


25.440 


-6.165 


1.00 


65.94 


D 




2891 


O 


SER 


612 


33.743 


24.518 


-5.849 


1.00 


66.25 


D 




2892 


N 


TYR 


613 


33.395 


26.674 


-6.379 


1.00 


67.61 


D 


40 


2893 


CA 


TYR 


613 


34.766 


27.065 


-6.253 


1.00 


70.25 


D 


2894 


CB 


TYR 


613 


34.877 


28.493 


-6.765 


1.00 


68.40 


D 




2895 


CG 


TYR 


613 


35.904 


29.345 


-6.083 


1.00 


66.72 


D 




2896 


CD1 


TYR 


613 


37.257 


29.017 


-6.129 


1.00 


66.00 


D 


AC 

45 


2897 


CE1 


TYR 


613 


38.216 


29.854 


-5.587 


1.00 


65.63 


D 




2898 


CD2 


TYR 


613 


35.529 


30.534 


-5.465 


1.00 


65.87 


D 




2899 


CE2 


TYR 


613 


36.478 


31.385 


-4.920 


1.00 


66.64 


D 


50 


2900 


CZ 


TYR 


613 


37.824 


31.042 


-4.986 


1.00 


66.27 


D 


2901 


OH 


TYR 


613 


38.779 


31.900 


-4.487 


1.00 


66.46 


D 




2902 


C 


TYR 


613 


35.274 


26.960 


-4.833 


1.00 


73.21 


D 




2903 


0 


TYR 


613 


36.445 


26.684 


-4.603 


1.00 


74.48 


D 


55 


2904 


N 


ARG 


614 


34.403 


27.146 


-3.862 


1.00 


76.37 


D 




2905 


CA 


ARG 


614 


34.881 


27.117 


-2.496 


1.00 


80.08 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 




2906 


CB 


ARG 


614 


34.064 


28.077 


-1 .675 


1.00 


81.71 


D 




2907 


CG 


ARG 


614 


34.106 


29.440 


-2.230 


1.00 


84.04 


D 


10 


2908 


CD 


ARG 


614 


34.100 


30.368 


-1 .095 


1.00 


85.85 


D 




2909 


NE 


ARG 


614 


35.334 


31.126 


-1 .078 


1.00 


88.32 


D 




2910 


CZ 


ARG 


614 


35.980 


31.443 


0.033 


1.00 


90.04 


D 


15 


2911 


NH1 


ARG 


614 


35.501 


31.042 


1.207 


1.00 


90.01 


D 




2912 


NH2 


ARG 


614 


37.086 


32.173 


-0.031 


1.00 


90.37 


D 




2913 


C 


ARG 


614 


34.884 


25.786 


-1 .798 


1.00 


82.06 


D 




2914 


O 


ARG 


614 


35.673 


25.558 


-0.881 


1.00 


81.66 


D 


20 


2915 


N 


GLN 


615 


33.996 


24.919 


-2.257 


1.00 


84.29 


D 




2916 


CA 


GLN 


615 


33.783 


23.607 


-1.683 


1.00 


86.72 


D 




2917 


CB 


GLN 


615 


32.291 


23.295 


-1 .776 


1.00 


87.00 


D 


25 


2918 


CG 


GLN 


615 


31 .757 


22.321 


-0.758 


1.00 


87.90 


D 




2919 


CD 


GLN 


615 


30.383 


21.805 


-1.139 


1.00 


88.85 


D 




2920 


OE1 


GLN 


615 


29.469 


22.583 


-1.439 


1.00 


89.58 


D 




2921 


NE2 


GLN 


615 


30.230 


20.486 


-1.129 


1.00 


88.70 


D 


30 


2922 


C 


GLN 


615 


34.570 


22.480 


-2.330 


1.00 


88.12 


D 




2923 


O 


GLN 


615 


34.636 


21.376 


-1 .793 


1.00 


88.63 


D 




2924 


N 


SER 


616 


35.154 


22.743 


-3.493 


1.00 


89.98 


D 


JO 


2925 


CA 


SER 


616 


35.897 


21.714 


-4.201 


1.00 


92.24 


D 




2926 


CB 


SER 


616 


34.935 


20.628 


-4.707 


1.00 


91.52 


D 




2927 


OG 


SER 


616 


33.666 


21.166 


-5.037 


1.00 


90.46 


D 


40 


2928 


C 


SER 


616 


36.699 


22.297 


-5.351 


1.00 


94.27 


D 


2929 


O 


SER 


616 


36.747 


21 .737 


-6.454 


1.00 


94.33 


D 




2930 


N 


SER 


617 


37.288 


23.457 


-5.076 


1.00 


96.24 


D 




2931 


CA 


SER 


617 


38.160 


24.176 


-5.995 


1.00 


98.57 


D 


45 


2932 


CB 


SER 


617 


39.554 


23.553 


-5.872 


1.00 


99.03 


D 




2933 


OG 


SER 


617 


39.571 


22.606 


-4.807 


1.00 


99.55 


D 




2934 


C 


SER 


617 


37.755 


24.286 


-7.482 


1.00 


99.70 


D 


50 


2935 


O 


SER 


617 


38.627 


24.410 


-8.349 


1.00 


100.43 


D 


2936 


N 


ALA 


618 


36.451 


24.269 


-7.761 


1.00 


99.99 


D 




2937 


CA 


ALA 


618 


35.910 


24.355 


-9.129 


1.00 


100.55 


D 




2938 


CB 


ALA 


618 


36.607 


25.472 


-9.927 


1.00 


100.28 


D 


55 


2939 


C 


ALA 


618 


36.023 


23.019 


-9.877 


1.00 


101.11 


D 




2940 


O 


ALA 


618 


36.252 


22.988 


-11.095 


1.00 


102.13 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




2941 


N 


ASN 


619 


35.846 


21.925 


-9.140 


1.00 


100.05 


D 




2942 


CA 


ASN 


619 


35.920 


20.572 


-9.686 


1.00 


98.66 


D 


10 


2943 


CB 


ASN 


619 


36.717 


19.698 


-8.729 


1.00 


98.89 


D 




2944 


CG 


ASN 


619 


38.173 


20.061 


-8.710 


1.00 


99.76 


D 




2945 


OD1 


ASN 


619 


38.989 


1 9.409 


-9.362 


1.00 


100.38 


D 


15 


2946 


ND2 


ASN 


619 


38.513 


21.118 


-7.984 


1.00 


100.19 


D 




2947 


C 


ASN 


619 


34.537 


19.956 


-9.898 


1.00 


97.79 


D 




2948 


O 


ASN 


619 


34.263 


19.341 


-10.933 


1.00 


97.87 


D 


20 


2949 


N 


LEU 


620 


33.689 


20.138 


-8.889 


1.00 


95.84 


D 


2950 


CA 


LEU 


620 


32.311 


1 9.639 


-8.847 


1.00 


93.00 


D 




2951 


CB 


LEU 


620 


32.115 


18.877 


-7.520 


1.00 


92.86 


D 




2952 


CG 


LEU 


620 


32.410 


17.366 


-7.399 


1.00 


93.21 


D 


25 


2953 


CD1 


LEU 


620 


33.616 


16.984 


-8.224 


1.00 


93.46 


D 




2954 


CD2 


LEU 


620 


32.620 


1 6.984 


-5.936 


1.00 


93.04 


D 




2955 


C 


LEU 


620 


31 .305 


20.815 


-8.945 


1.00 


90.83 


D 


30 


2956 


O 


LEU 


620 


31.656 


21.951 


-8.634 


1.00 


90.07 


D 


2957 


N 


LEU 


621 


30.080 


20.559 


-9.417 


1.00 


88.70 


D 




2958 


CA 


LEU 


621 


29.042 


21.602 


-9.478 


1.00 


86.58 


D 




2959 


CB 


LEU 


621 


28.116 


21.448 


-10.702 


1.00 


85.41 


D 


35 


2960 


CG 


LEU 


621 


28.548 


22.141 


-12.005 


1.00 


84.56 


D 




2961 


CD1 


LEU 


621 


27.426 


22.091 


-13.034 


1.00 


83.62 


D 




2962 


CD2 


LEU 


621 


28.920 


23.591 


-11.705 


1.00 


83.64 


D 


40 


2963 


C 


LEU 


621 


28.257 


21.351 


-8.201 


1.00 


85.65 


D 


2964 


0 


LEU 


621 


27.712 


20.267 


-8.015 


1.00 


84.66 


D 




2965 


N 


CYS 


622 


28.195 


22.352 


-7.329 


1.00 


84.99 


D 




2966 


CA 


CYS 


622 


27.547 


22.173 


-6.033 


1.00 


84.82 


D 


45 


2967 


CB 


CYS 


622 


28.555 


22.513 


-4.943 


1.00 


84.44 


D 




2968 


SG 


CYS 


622 


30.165 


21.733 


-5.213 


1.00 


84.00 


D 




2969 


C 


CYS 


622 


26.256 


22.923 


-5.775 


1.00 


85.04 


D 


50 


2970 


O 


CYS 


622 


26.237 


23.915 


-5.046 


1.00 


85.22 


D 


2971 


N 


PHE 


623 


25.166 


22.418 


-6.321 


1.00 


85.24 


D 




2972 


CA 


PHE 


623 


23.879 


23.058 


-6.161 


1.00 


85.95 


D 




2973 


CB 


PHE 


623 


22.842 


22.244 


-6.917 


1.00 


84.99 


D 


55 


2974 


CG 


PHE 


623 


23.133 


22.232 


-8.381 


1.00 


84.67 


D 




2975 


CD1 


PHE 


623 


24.170 


21.456 


-8.896 


1.00 


84.97 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


A T/~\lt 1 

ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 




3011 


CA 


ILE 


628 


26.777 


17.834 


-5.882 


1.00 


87.30 


D 




3012 


CB 


ILE 


628 


28.120 


17.568 


-5.204 


1.00 


86.84 


D 


10 


3013 


CG2 


ILE 


628 


29.256 


17.957 


-6.120 


1.00 


86.63 


D 




3014 


CG1 


ILE 


628 


28.175 


18.310 


-3.873 


1.00 


86.64 


D 




3015 


CD1 


ILE 


628 


29.556 


18.369 


-3.261 


1.00 


86.21 


D 


15 


3016 


C 


ILE 


628 


26.743 


16.966 


-7.128 


1.00 


86.45 


D 




3017 


0 


ILE 


628 


26.406 


1 5.783 


-7.074 


1.00 


85.46 


D 




3018 


N 


ILE 


629 


27.087 


17.543 


-8.264 


1.00 


86.29 


D 




3019 


CA 


ILE 


629 


27.103 


16.735 


-9.443 


1.00 


86.10 


D 


20 


3020 


CB 


ILE 


629 


26.472 


17.449 


-10.621 


1.00 


84.49 


D 




3021 


CG2 


ILE 


629 


27.090 


16.998 


-11.939 


1.00 


82.56 


D 




3022 


CG1 


ILE 


629 


24.978 


17.158 


-10.572 


1.00 


83.17 


D 


25 


3023 


CD1 


ILE 


629 


24.175 


1 8.036 


-11.424 


1.00 


84.20 


D 




3024 


C 


ILE 


629 


28.527 


1 6.352 


-9.684 


1.00 


87.80 


D 




3025 


O 


ILE 


629 


29.310 


17.095 


-10.275 


1.00 


87.90 


D 


30 


3026 


N 


ASN 


630 


28.840 


15.190 


-9.129 


1.00 


90.07 


D 


3027 


CA 


ASN 


630 


30.127 


14.525 


-9.210 


1.00 


91.27 


D 




3028 


CB 


ASN 


630 


30.121 


13.359 


-8.248 


1.00 


90.47 


D 




3029 


CG 


ASN 


630 


28.829 


12.602 


-8.339 


1.00 


90.42 


D 


35 


3030 


OD1 


ASN 


630 


28.088 


12.776 


-9.314 


1.00 


90.62 


D 




3031 


ND2 


ASN 


630 


28.536 


11.777 


-7.348 


1.00 


89.63 


D 




3032 


C 


ASN 


630 


30.222 


13.976 


-10.627 


1.00 


92.33 


D 


40 


3033 


O 


ASN 


630 


29.381 


14.260 


-11.495 


1.00 


91.85 


D 


3034 


N 


GLU 


631 


31.228 


13.141 


-10.814 


1.00 


94.20 


D 




3035 


CA 


GLU 


631 


31.525 


12.554 


-12.090 


1.00 


95.53 


D 




3036 


CB 


GLU 


631 


32.843 


11.896 


-12.061 


1.00 


97.16 


D 


45 


3037 


CG 


GLU 


631 


33.465 


11.820 


-13.378 


1.00 


99.89 


D 




3038 


CD 


GLU 


631 


34.587 


10.855 


-13.290 


1.00 


101.71 


D 




3039 


OE1 


GLU 


631 


35.675 


11.248 


-12.812 


1.00 


102.39 


D 


50 


3040 


OE2 


GLU 


631 


34.359 


9.683 


-13.654 


1.00 


101.65 


D 


3041 


C 


GLU 


631 


30.538 


11.546 


-12.304 


1.00 


95.35 


D 




3042 


O 


GLU 


631 


29.768 


11.682 


-13.201 


1.00 


95.58 


D 




3043 


N 


GLN 


632 


30.609 


10.478 


-11.553 


1.00 


95.08 


D 


55 


3044 


CA 


GLN 


632 


29.542 


9.588 


-11.723 


1.00 


95.45 


D 




3045 


CB 


GLN 


632 


29.154 


9.224 


-10.365 


1.00 


97.31 


D 
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TABLE 2 (continued) 

- — -^-^Z^ ^TTSaT^acton from the ugand 

BINDING DOMAIN lOFGRa^^ ^ ToCcH B Ft™ 



ATOM | ATOM 
TYPE 



3046 
3047 



CG 
CD 



10 



3048 OE1 



15 



3049 
3050 
3051 



NE2 



C 
O 



RESIDUE 

GLN 
GLN 



GLN 
GLN 



GLN 
GLN 



3052 



3053 



N 

CA 



ARG 
ARG 



20 



25 



3054 | CB 
3055 
3056 
3057 
3058 
3059 
3060 
3061 



30 



35 



40 



45 



50 



55 



3062 



O 



3063 
3064 



N 

CA 



ARG 

"arg 

ARG 

ARG 

ARG 

ARG 

ARG 

ARG 



ARG 



CB 
CG 
~SD 
CE 
C 



MET 
MET 



MET 

MET 

MET 

MET 

MET 



3070 



O 



MET 



3071 



N 



THR 



632 
632 



28.446 
27.588 



632 
632 



28.060 
26.299 



632 
~632 



28.442 
28.445 



633 
633 



633 
633 
633 
633 
633 
633 
633 
633 
633 



27.594 
26.507 
25.913 
25.233 
24.990 
24.176 
23.971 
24.530 
23.217 



26.688 
25.868 



634 
634 
634 
~634 



27.749 
28.118 



29.471 
29.759 



634 
634 
634 



29.367 
28.927 



28.259 



634 28.533 



3072 I 


CA I 


THR 


3073 j 


CB [ 


THR 


I 3074 I 


OG1 | 


THR 


3075~~] 


CG2 j 


THR 


j 3076 


C 


THR 


3077 


I ° 


| THR 


3078 




LBJ 


3079 


j CA 


j lIu 


3080 


1 CB 


j LEU 



635 
"635 
635 



28.101 
28.322 
28.999 



636 



8.037 
8.184 



•10.306 
^158 



8.523 
7.994 



-8.072 



-9.362 



29.025 

30.436 

27.029 

27.055 

25.935 

24.538 

23.580 



10.450 
10.522 



-12.433 
T^637 



11.210 
11.993 
1 2.967 
12.225 
13.092 
12.385 
12.830 
13.968 
12.146 



-11.729 
-12.391 
-11.405 
-10.339 
-9.180 



OCC 

1.00 
1.00 



1.00 



1.00 



1.00 
1.00 



1.00 
1.00 



100.89 



103.01 



103.65 



1 03.97 



94.61 
95.69 



D 
D 



92.32 



D 



89.05 



1.00 
1.00 
1.00 



87.98 
86.09 
84.99 



-8.209 
-6.983 
-6.618 
-6.134 



1.00 
1.00 
1.00 
1.00 



83.88 
82.20 
81.44 
82.05 



12.732 
12.640 



13.509 
14.278 



-13.706 
^14.616 
-13.764 
-14.926 



1.00 
1.00 



1.00 
1.00 



14.85 4 | -14.672 
16.030 -15.488 



1.00 

Too 



88.02 
87.50 
86.51 
85.73 



85.01 
85.81 



17.489 | -14.539 
1 8> 527 ! -15.819 



13.421 -16.158 



13.913 -17.241 



1 2.1 271 -1 6.003 
"11.281 -17.142 



1.00 

Too 

1.00 



1.00 



"l 0.036 I -16-635 



10.10 5 -15.217 
10.00 0 \ -17^055 
10.987 I -17^878 
10.407 | -18.967 
11.501j25^293 
11.315 I -17.714 



1.00 
1.00 



11.669 -16.578 



1.00 
1.00 

Too 

1.00 
1.00 
1.00 



85.72 
85.08 
85.55 



84.84 



86.00 



86.49 



1.00 
1.00 



86.24 

88.35 

86.02 

86.60 

86.62 

86.56 



86.65 
86.61 



D 
D 



D 
D 



D 
D 



D 
D 



D 
D 
D 
D 



D 
D 
D 



D 



D 

D 

D 

D 

D 

D 



D 
D 



148 



EP1 375 517 A1 

TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


— • 

Z 


occ 


B 


ATOM 




3081 


CG 


LEU 


636 


23.837 


10.975 


-15.244 


1.00 


87.09 


D 




3082 


CD1 


LEU 


636 


23.459 


11.935 


-14.143 


1.00 


87.05 


D 


10 


3083 


CD2 


LEU 


636 


23.067 


9.690 


-15.100 


1.00 


86.70 


D 




3084 


C 


LEU 


636 


23.950 


11.908 


-18.952 


1.00 


87.19 


D 




3085 


O 


LEU 


636 


23.710 


13.106 


-19.057 


1.00 


86.40 


D 


15 


3086 


N 


PRO 


637 


23.473 


11.013 


-19.798 


1.00 


88.07 


D 




3087 


CD 


PRO 


637 


22.642 


9.979 


-19.135 


1.00 


88.43 


D 




3088 


CA 


PRO 


637 


22.888 


11.410 


-21 .067 


1.00 


89.09 


D 


20 


3089 


CB 


PRO 


637 


21.454 


10.914 


-20.970 


1.00 


89.17 


D 


3090 


CG 


PRO 


637 


21.539 


9.716 


-20.122 


1.00 


88.86 


D 




3091 


C 


PRO 


637 


22.920 


12.871 


-21 .475 


1.00 


89.60 


D 




3092 


O 


PRO 


637 


23.318 


13.197 


-22.575 


1.00 


90.04 


D 


25 


3093 


N 


CYS 


638 


22.562 


13.798 


-20.631 


1.00 


89.77 


D 




3094 


CA 


CYS 


638 


22.496 


15.085 


-21.249 


1.00 


90.59 


D 




3095 


CB 


CYS 


638 


21.027 


15.318 


-21 .522 


1.00 


90.92 


D 


30 


3096 


SG 


CYS 


638 


20.576 


1 5.454 


-23.222 


1.00 


91.46 


D 


3097 


C 


CYS 


638 


23.031 


16.160 


-20.395 


1.00 


90.69 


D 




3098 


O 


CYS 


638 


22.797 


17.335 


-20.639 


1.00 


91.18 


D 




3099 


N 


MET 


639 


23.819 


15.758 


-19.429 


1.00 


90.76 


D 


35 


3100 


CA 


MET 


639 


24.239 


1 6.699 


-18.451 


1.00 


90.74 


D 




3101 


CB 


MET 


639 


24.472 


1 5.923 


-17.159 


1.00 


91.74 


D 




3102 


CG 


MET 


639 


23.666 


16.490 


-16.026 


1.00 


92.82 


D 


40 


3103 


SD 


MET 


639 


22.527 


15.549 


-15.057 


1.00 


96.14 


D 


3104 


CE 


MET 


639 


23.011 


1 6.324 


-13.615 


1.00 


95.51 


D 




3105 


C 


MET 


639 


25.365 


17.641 


-18.712 


1.00 


90.77 


D 




3106 


O 


MET 


639 


25.222 


18.866 


-18.588 


1.00 


91.47 


D 


45 


3107 


N 


TYR 


640 


26.493 


17.061 


-19.070 


1.00 


90.29 


D 




3108 


CA 


TYR 


640 


27.665 


17.840 


-19.283 


1.00 


89.21 


D 




3109 


CB 


TYR 


640 


28.749 


16.976 


-19.896 


1.00 


85.42 


D 


50 


3110 


CG 


TYR 


640 


30.015 


17.737 


-19.953 


1.00 


81.76 


D 


3111 


CD1 


TYR 


640 


30.667 


18.086 


-18.782 


1.00 


80.23 


D 




3112 


CE1 


TYR 


640 


31.734 


18.942 


-18.800 


1.00 


79.42 


D 




3113 


CD2 


TYR 


640 


30.474 


1 8.254 


-21.153 


1.00 


80.19 


D 


55 


3114 


CE2 


TYR 


640 


31.544 


19.112 


-21.184 


1.00 


78.89 


D 




3115 


CZ 


TYR 


640 


32.167 


19.457 


-20.002 


1.00 


78.88 


D 
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TABLE 2 ( continued) 



ATOM I ATOM RESIDUE 



3116 
3117 



TYPE 
OH 



TYR 



TYR 



33.227 
27.324 



1.00 



15 



20 



25 



30 



35 



40 



45 



50 



55 



3118 
3119 



O 
N 



TYR 
ASP 



27.51 
26.739 



20. 



3120 



CA 



ASP 



26. 



3121 



CB 



ASP 



641 



25.557 



1 



3122 
3123 



CG 
OD1 



ASP 
ASP 



641 
641 



25.977 
26.403 



19.569 | -24. 
20.747 



3124 | 


OD2 I 


ASP | 


641 | 


25.917 | 


i 3125 T 


^ I 


ASP | 


641 T 


25.902 \ 


3126 I 


O | 


ASP I 


641 I 


26.134 | 


I 3127 | 


N I 


GLN I 


642 I 


25.203 I 


3128 I 


CA 


GLN I 


642 


24.613 | 


I 3129 


CB 


GLN 


642 


23.176 f 


3130 


I CG 


i GLN 


642 


22.514 


3131 


CD 


GLN 


642 


21.906 


3132 


OE1 


I GLN 


642 


21.991 


I 3133 


NE2 


GLN 


642 


21.251 


I 3134 


C 


\ GLN 


642 


I 25.269 


131 35 


1 o 


I GLN 


642 


25.014 



18.810 -25.589 



3136 



N 



CYS 



3137 
31 38 
3139 



CA 
CB 
SG 



3140 



CYS 
CYS 
CYS 
CYS 



643 26.657 
643 I 26.827 



22.435 -18.842 



23.495 j -18.306 
21.576 -18.307 



.79 
92. 
92. 
92. 
93. 
97.01 
99. 
100. 



21.944 -17.011 
20.735 -16.132 



3141 



CYS 



3142 

3143 

3144 

3145 

3146 

3147 

3148 

3149 

3150 



N 
CA 
CB 
CG 

~ccT 

NZ 



LYS 
LYS 
LYS 

~\ys 

LYS 
LYS 
LYS 

"lys 

LYS 




1 00.09 



90.53 



90.55 
88.94 



1.00 



1.00 



1.00 



•18.613 
-18.233 



1.00 
1.00 
1.00 



1.00 
1.00 



1.00 



88.17 
88.74 



91.87 
86.91 



86.37 



85.71 



84.89 
86.51 
89.18 



92.90 
93.59 



82.60 



D 



D 



D 



D 



D 



D 



D 



150 



EP1 375 517A1 

TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


mm 

# 


X 


Y 


z 


occ 


B 


ATOM 




3151 


N 


HIS 


645 


28.588 


25.246 


-18.936 


1.00 


81.98 


D 




3152 


CA 


HIS 


645 


28.753 


26.666 


-18.883 


1.00 


80.20 


D 


10 


3153 


CB 


HIS 


645 


27.705 


27.352 


-19.712 


1.00 


80.02 


D 




3154 


CG 


HIS 


645 


27.935 


27.162 


-21.171 


1.00 


79.83 


D 




3155 


CD2 


HIS 


645 


28.877 


27.635 


-21 .990 


1.00 


79.20 


D 


15 


3156 


ND1 


HIS 


645 


27.103 


26.362 


-21 .947 


1.00 


79.63 


D 




3157 


CE1 


HIS 


645 


27.551 


26.380 


-23.189 


1.00 


79.43 


D 




3158 


NE2 


HIS 


645 


28.624 


27.145 


-23.247 


1.00 


79.34 


D 


20 


3159 


C 


HIS 


645 


28.752 


27.168 


-17.486 


1.00 


78.77 


D 


3160 


O 


HIS 


645 


29.191 


28.277 


-17.229 


1.00 


77.58 


D 




3161 


N 


MET 


646 


28.283 


26.332 


-16.578 


1.00 


77.65 


D 




3162 


CA 


MET 


646 


28.278 


26.699 


-15.176 


1.00 


76.48 


D 


25 


3163 


CB 


MET 


646 


27.324 


25.832 


-14.421 


1.00 


78.58 


D 




3164 


CG 


MET 


646 


25.939 


26.304 


-14.567 


1.00 


80.03 


D 




3165 


SD 


MET 


646 


24.817 


25.168 


-13.806 


1.00 


84.57 


D 


30 


3166 


CE 


MET 


646 


24.055 


24.523 


-15.228 


1.00 


84.51 


D 


3167 


C 


MET 


646 


29.646 


26.433 


-14.645 


1.00 


74.60 


D 




3168 


0 


MET 


646 


30.246 


27.246 


-13.946 


1.00 


74.05 


D 




3169 


N 


LEU 


647 


30.099 


25.230 


-14.946 


1.00 


72.75 


D 


35 


3170 


CA 


LEU 


647 


31.411 


24.790 


-14.567 


1.00 


71.39 


D 




3171 


CB 


LEU 


647 


31.784 


23.611 


-15.428 


1.00 


71.41 


D 




3172 


CG 


LEU 


647 


31.425 


22.331 


-14.726 


1.00 


71.96 


D 


40 


3173 


CD1 


LEU 


647 


31.553 


21.158 


-15.662 


1.00 


71.20 


D 


3174 


CD2 


LEU 


647 


32.354 


22.209 


-13.544 


1.00 


71.68 


D 




3175 


C 


LEU 


647 


32.356 


25.896 


-14.896 


1.00 


70.66 


D 




3176 


O 


LEU 


647 


33.367 


26.131 


-14.243 


1.00 


71.06 


D 


45 


3177 


N 


TYR 


648 


32.001 


26.580 


-15.958 


1.00 


69.70 


D 




3178 


CA 


TYR 


648 


32.823 


27.626 


-16.451 


1.00 


68.49 


D 




3179 


CB 


TYR 


648 


32.243 


28.113 


-17.748 


1.00 


67.48 


D 


50 


3180 


CG 


TYR 


648 


32.924 


29.359 


-18.130 


1.00 


67.54 


D 


3181 


CD1 


TYR 


648 


34.227 


29.323 


-18.597 


1.00 


67.45 


D 




3182 


CE1 


TYR 


648 


34.919 


30.471 


-18.849 


1.00 


68.42 


D 




3183 


CD2 


TYR 


648 


32.311 


30.589 


-17.932 


1.00 


68.18 


D 


55 


3184 


CE2 


TYR 


648 


32.987 


31 .753 


-18.175 


1.00 


68.77 


D 




3185 


CZ 


TYR 


648 


34.296 


31 .689 


-18.646 


1.00 


70.60 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


it 

# 


X 


Y 


z 


occ 


B 


ATOM 




3221 


CD1 


LEU 


653 


32.747 


31 .964 


-8.559 


1.00 


62.94 


D 




3222 


CD2 


LEU 


653 


34.178 


33.993 


-8.682 


1.00 


62.56 


D 


10 


3223 


C 


LEU 


653 


37.602 


31.727 


-9.171 


1.00 


67.66 


D 




3224 


0 


LEU 


653 


38.385 


32.399 


-8.511 


1.00 


67.27 


D 




3225 


N 


HIS 


654 


37.780 


30.457 


-9.428 


1.00 


69.12 


D 


15 


3226 


CA 


HIS 


654 


38.923 


29.801 


-8.923 


1.00 


70.49 


D 




3227 


CB 


HIS 


654 


38.836 


28.367 


-9.293 


1.00 


74.35 


D 




3228 


CG 


HIS 


654 


40.008 

* 


27.578 


-8.800 


1.00 


78.11 


D 


20 


3229 


CD2 


HIS 


654 


41.218 


27.362 


-9.405 


1.00 


78.68 


D 


3230 


ND1 


HIS 


654 


40.019 


26.988 


-7.601 


1.00 


79.49 


D 




3231 


CE1 


HIS 


654 


41.218 


26.385 


-7.421 


1.00 


80.11 


D 




3232 


NE2 


HIS 


654 


41.924 


26.610 


-8.493 


1.00 


79.67 


D 


25 


3233 


C 


HIS 


654 


40.182 


30.367 


-9.518 


1.00 


70.41 


D 




3234 

* 


0 


HIS 


654 


41.132 


30.725 


-8.821 


1.00 


71.08 


D 




3235 


N 


ARG 


655 


40.202 


30.409 


-10.832 


1.00 


69.80 


D 


30 


3236 


CA 


ARG 


655 


41.370 


30.896 


-11.512 


1.00 


68.29 


D 


3237 


CB 


ARG 


655 


41.127 


30.849 


-13.002 


1.00 


68.53 


D 




3238 


CG 


ARG 


655 


42.064 


31.738 


-13.755 


1.00 


67.31 


D 




3239 


CD 


ARG 


655 


41.808 


31.616 


-15.211 


1.00 


67.45 


D 


35 


3240 


NE 


ARG 


655 


40.945 


32.665 


-15.733 


1.00 


68.01 


D 




3241 


CZ 


ARG 


655 


41.322 


33.934 


-15.833 


1.00 


69.26 


D 




3242 


NH1 


ARG 


655 


42.533 


34.286 


-15.436 


1.00 


70.31 


D 


40 


3243 


NH2 


ARG 


655 


40.525 


34.834 


-16.396 


1.00 


70.41 


D 


3244 


C 


ARG 


655 


41.724 


32.309 


-11.109 


1.00 


67.75 


D 




3245 


0 


ARG 


655 


42.889 


32.670 


-10.956 


1.00 


67.53 


D 




3246 


N 


LEU 


656 


40.700 


33.120 


-10.945 


1.00 


67.39 


D 




3247 


CA 


LEU 


656 


40.917 


34.501 


-10.607 


1.00 


66.65 


D 




3248 


CB 


LEU 


656 


39.739 


35.301 


-11.088 


1.00 


66.57 


D 




3249 


CG 


LEU 


656 


40.126 


36.495 


-11.943 


1.00 


67.03 


D 


50 


3250 


CD1 


LEU 


656 


41.318 


36.181 


-12.810 


1.00 


65.91 


D 


3251 


CD2 


LEU 


656 


38.925 


36.851 


-12.783 


1.00 


66.92 


D 




3252 


' C 


LEU 


656 


41 .099 


34.703 


-9.133 


1.00 


66.46 


D 




3253 


0 


LEU 


656 


41.387 


35.812 


-8.677 


1.00 


64.34 


D 


55 


3254 


N 


GLN 


657 


40.896 


33.630 


-8.380 


1.00 


66.91 


D 




3255 


CA 


GLN 


657 


41 .064 


33.735 


-6.958 


1.00 


67.19 


D 
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TABLE 2 (continued) 



ATOM | ATOM | RESIDUE 
TYPE 



3256 
3257 



CB 
CG 



GLN 
GLN 



3258 



CD 



GLN 



3259 OE1 



GLN 



3260 



3261 
3262 
3263 



NE2 
C 
O 
N 



3264 



3265 



CA 
CB 



3266 
3267 



CG1 
CG2 



3268 
3269 
3270 



C 
O 
N 



3271 
3272 



CA 
CB 



3273 
3274 



3275 
3276 



3277 
3278 



3281 



3282 
3283 
3284 
3285 



OG 
C 



O 
N 



CA 
CB 



CG 
CD1 



CE1 



3286 
3287 
3288 
3289 
3290 



CD2 
CE2 
CZ 
OH 
C 
O 
N 

CA 
CB 



GLN 
GLN 
GLN 
VAL 



VAL 
VAL 



VAL 
VAL 



VAL 
VAL 
SEER 



SER 
SER 



SER 
SER 



SER 
TYR 



TYR 
TYR 



TYR 
TYR 



TYR 



TYR 
TYR 
TYR 
TYR 
TYR 
TYR 
GLU 
~GLU 
GLU 



# 

657 
657 



657 



657 



657 
657 
657 
658 



658 
658 
658 
658 



658 
658 
659 



659 
659 



659 
659 



659 
660 



660 
660 
660 
660 



42.526 
43.331 



43.089 



660 

660 

660 

660 

660 

660 

661 

661 

661 



42.589 



43.426 
40.238 



40.766 
38.934 



33.983 
32.749 



OCC 



-6.678 
-6.906 



1.00 
1.00 



31 .780 



-5.786 



1.00 



30.672 -5.987 1.00 



32.208 
34.900 



-4.573 
-6.507 



38.076 
36.810 
35.711 
37.155 
37.750 
37.513 
37.756 
37.469 
38.306 



35.902 

34.785 

35.866 

35.879 

36.664 

36.489 

35.737 

34.645 

36.866 

36.893 

37.966 



-6.047 
-6.657 
-6.254 
-7.126 
-6.451 
-8.486 
-4.781 
-4.290 
-4.079 
-2.645 
-1 .978 



37.759 
35.999 



35.339 
35.496 



39.241 
37.189 
37.878 
36.696 



-2.264 



-2.358 
-3.133 
-1 .227 



34.092 
33.857 
32.403 
31.643 



36.910 -0.847 



36.533 
36.313 
35.416 



0.615 
0.959 



0.226 



660 I 30.355 35.103 0.591 



31.815 

30.503 

29.791 

28.535 

33.652 

32.531 

34.522 

34.122 

35.070 



36.910 
36.593 
35.680 
35.259 
38.352 
38.640 



2.462 
1.709 
2.082 
-1 .005 
-1 .433 



1.00 



1.00 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



1.00 
1.00 



1.00 
1.00 
1.00 



1.00 



1.00 
1.00 
1.00 



1.00 



1.00 
1.00 



1.00 



1.00 



2.084 1.00 



69.55 
71.85 



74.34 



1.00 
1.00 
1.00 
1.00 
1.00 



74.41 



74.95 



66.94 



39.270 
40.644 



41.543 



-0.629 
-0.743 



1.00 
1.00 



68.33 



ATOM 



0.040 1-00 



65.98 
64.44 



63.24 



60.80 
61.41 



64.62 
64.05 



65.57 
66.30 
66.15 



67.74 



67.03 
68.36 



67.15 



66.17 



64.78 
63.18 



62.24 



61.50 



62.26 



60.49 



60.89 



62.14 
66.01 
64.21 



66.98 
67.54 



69.27 



D 
D 



D 



D 



D 
D 



D 
D 



D 
D 



D 
D 
D 



D 
D 



D 



D 
D 



D 



D 



D 



D 
D 
D 



D 
D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


it 

# 


v/ 

X 


V At 

Y 


— w 

Z 


occ 


B 


AV ft 1 

ATOM 




3291 


CG 


GLU 


661 


34.532 


41.760 


1.448 


1.00 


71.42 


D 




3292 


CD 


GLU 


661 


35.342 


42.747 


2.256 


1.00 


74.29 


D 


10 


3293 


OE1 


GLU 


661 


35.698 


43.822 


1.714 


1.00 


73.64 


D 




3294 


OE2 


GLU 


661 


35.610 


42.449 


3.444 


1.00 


75.81 


D 




3295 


C 


GLU 


661 


33.951 


41.068 


-2.186 


1.00 


66.87 


D 


15 


3296 


O 


GLU 


661 


32.961 


41.727 


-2.508 


1.00 


67.41 


D 




3297 


N 


GLU 


662 


34.868 


40.688 


-3.071 


1.00 


64.88 


D 




3298 


CA 


GLU 


662 


34.686 


41.042 


-4.477 


1.00 


63.49 


D 


20 


3299 


CB 


GLU 


662 


35.873 


40.599 


-5.314 


1.00 


62.99 


D 


3300 


CG 


GLU 


662 


37.162 


41.179 


-4.843 


1.00 


64.63 


D 




3301 


CD 


GLU 


662 


38.352 


40.431 


-5.382 


1.00 


65.77 


D 




3302 


OE1 


GLU 


662 


38.304 


39.176 


-5.401 


1.00 


65.65 


D 


25 


3303 


OE2 


GLU 


662 


39.334 


41.096 


-5.771 


1.00 


66.42 


D 




3304 


C 


GLU 


662 


33.425 


40.344 


-4.991 


1.00 


62.59 


D 




3305 


0 


GLU 


662 


32.602 


40.943 


-5.669 


1.00 


62.76 


D 


30 


3306 


N 


TYR 


663 


33.275 


39.067 


-4.666 


1.00 


61.55 


D 


3307 


CA 


TYR 


663 


32.116 


38.296 


-5.105 


1.00 


61.53 


D 




3308 


CB 


TYR 


663 


32.173 


36.903 


-4.511 


1.00 


60.18 


D 




3309 


CG 


TYR 


663 


30.842 


36.207 


-4.514 


1.00 


58.99 


D 


35 


3310 


CD1 


TYR 


663 


30.358 


35.603 


-5.679 


1.00 


58.48 


D 




3311 


CE1 


TYR 


663 


29.173 


34.869 


-5.674 


1.00 


57.76 


D 




3312 


CD2 


TYR 


663 


30.098 


36.076 


-3.342 


1.00 


58.44 


D 


40 


3313 


CE2 


TYR 


663 


28.902 


35.341 


-3.324 


1.00 


58.34 


D 


3314 


CZ 


TYR 


663 


28.453 


34.738 


-4.497 


1.00 


57.94 


D 




3315 


OH 


TYR 


663 


27.308 


33.970 


-4.496 


1.00 


57.87 


D 




3316 


C 


TYR 


663 


30.767 


38.908 


-4.724 


1.00 


62.00 


D 




3317 


O 


TYR 


663 


29.829 


38.924 


-5.520 


1.00 


62.20 


D 




3318 


N 


LEU 


664 


30.665 


39.354 


-3.481 


1.00 


62.05 


D 




3319 


CA 


LEU 


664 


29.445 


39.953 


-2.986 


1.00 


61.47 


D 


50 


3320 


CB 


LEU 


664 


29.637 


40.414 


-1.538 


1.00 


59.38 


D 


3321 


CG 


LEU 


664 


29.465 


39.343 


-0.468 


1.00 


56.38 


D 




3322 


CD1 


LEU 


664 


29.558 


39.964 


0.898 


1.00 


56.57 


D 




3323 


CD2 


LEU 


664 


28.120 


38.685 


-0.643 


1.00 


54.70 


D 


55 


3324 


C 


LEU 


664 


29.041 


41.139 


-3.858 


1.00 


61.76 


D 




3325 


O 


LEU 


664 


27.897 


41 .235 


-4.315 


1.00 


62.66 


D 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 

r\ 1 wlvl 


ATOM 

TYPE 


ncoiuuc 


u 


v 
A 


v 


7 
L. 




D 


ATOM 
Ml UM 


3361 


CD2 


LEU 


669 


29.782 


45.684 


-9.566 


1.00 


54.12 


D 


3362 


C 


LEU 


669 


25.577 


43.457 


-1 0.937 


1.00 


57.74 


D 


3363 


0 


LEU 


669 


25.001 


44.015 


-11.849 


1.00 


59.33 


D 


3364 


N 


LEU 


670 


25.540 


42.139 


-10.809 


1.00 


57.67 


D 


3365 


CA 


LEU 


670 


24.787 


41.377 


-11.803 


1.00 


58.56 


D 


3366 


CB 


LEU 


670 


24.977 


39.878 


-11.623 


1.00 


58.10 


D 


3367 


CG 


LEU 


670 


26.318 


39.252 


-11.968 


1.00 


58.50 


D 


3368 


CD1 


LEU 


670 


26.221 


37.821 


-11.498 


1.00 


57.91 


D 


3369 


CD2 


LEU 


670 


26.640 


39.314 


-13.463 


1.00 


56.69 


D 


3370 


C 


LEU 


670 


23.296 


41.656 


-11.773 


1.00 


59.22 


D 


3371 


O 


LEU 


670 


22.615 


41.449 


-12.768 


1.00 


59.43 


D 


3372 


N 


LEU 


671 


22.786 


42.095 


-10.629 


1.00 


60.29 


D 


3373 


CA 


LEU 


671 


21.359 


42.389 


-10.500 


1.00 


59.73 


D 


3374 


CB 


LEU 


671 


21.003 


42.662 


-9.035 


1.00 


57.31 


D 


3375 


CG 


LEU 


671 


19.589 


43.177 


-8.782 


1.00 


55.23 


D 


3376 


CD1 


LEU 


671 


18.578 


42.139 


-9.272 


1.00 


53.61 


D 


3377 


CD2 


LEU 


671 


19.409 


43.482 


-7.299 


1.00 


52.46 


D 


3378 


C 


LEU 


671 


21.092 


43.632 


-11.334 


1.00 


60.95 


D 


3379 


0 


LEU 


671 


20.006 


43.804 


-11.891 


1.00 


61.87 


D 


3380 


N 


LEU 


672 


22.117 


44.476 


-11.420 


1.00 


60.54 


D 


3381 


CA 


LEU 


672 


22.058 


45.718 


-12.168 


1.00 


60.50 


D 


3382 


CB 


LEU 


672 


22.810 


46.795 


-11.402 


1.00 


58.78 


D 


3383 


CG 


LEU 


672 


22.413 


46.856 


-9.938 


1.00 


58.99 


D 


3384 


CD1 


LEU 


672 


23.175 


47.964 


-9.225 


1.00 


57.12 


D 


3385 


CD2 


LEU 


672 


20.914 


47.072 


-9.865 


1.00 


58.80 


D 


3386 


C 


LEU 


672 


22.726 


45.538 


-13.515 


1.00 


62.31 


D 


3387 


O 


LEU 


672 


23.130 


46.520 


-14.136 


1.00 


63.27 


D 


3388 


N 


SER 


673 


22.826 


44.295 


-13.972 


1.00 


64.36 


D 


3389 


CA 


SER 


673 


23.527 


43.991 


-15.217 


1.00 


67.18 


D 


3390 


CB 


SER 


673 


24.130 


42.588 


-15.146 


1.00 


66.06 


D 


3391 


OG 


SER 


673 


23.144 


41.590 


-15.336 


1.00 


63.96 


D 


3392 


C 


SER 


673 


22.840 


44.150 


-16.570 


1.00 


70.84 


D 


3393 


O 


SER 


673 


23.468 


43.919 


-17.608 


1.00 


71.75 


D 


3394 


N 


SER 


674 


21.562 


44.495 


-16.587 


1.00 


73.68 


D 


3395 


CA 


SER 


674 


20.911 


44.726 


-17.872 


1.00 


75.75 


D 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


3396 


CB 


SER 


674 


20.813 


43.430 


-18.723 


1.00 


74.70 


D 


3397 


OG 


SER 


674 


19.856 


42.496 


-18.265 


1.00 


74.10 


D 


3398 


C 


SER 


674 


19.570 


45.403 


-17.662 


1.00 


76.88 


D 


3399 


O 


SER 


674 


18.859 


45.143 


-16.694 


1.00 


76.90 


D 


3400 


N 


VAL 


675 


19.266 


46.333 


-18.554 


1.00 


79.18 


D 


3401 


CA 


VAL 


675 


1 8.034 


47.082 


-18.465 


1.00 


82.02 


D 


3402 


CB 


VAL 


675 


18.333 


48.572 


-18.122 


1.00 


81.32 


D 


3403 


CG1 


VAL 


675 


18.840 


48.676 


-16.689 


1.00 


80.99 


D 


3404 


CG2 


VAL 


675 


19.375 


49.143 


-19.084 


1.00 


81.53 


D 


3405 


C 


VAL 


675 


1 7.282 


46.979 


-19.783 


1.00 


84.34 


D 


3406 


O 


VAL 


675 


17.825 


46.508 


-20.788 


1.00 


84.33 


D 


3407 


N 


PRO 


676 


16.006 


47.390 


-19.792 


1.00 


86.71 


D 


3408 


CD 


PRO 


676 


15.247 


48.061 


-18.726 


1.00 


86.46 


D 


3409 


CA 


PRO 


676 


1 5.222 


47.326 


-21.019 


1.00 


89.31 


D 


3410 


CB 


PRO 


676 


1 3.828 


47.717 


-20.540 


1.00 


88.04 


D 


3411 


CG 


PRO 


676 


14.130 


48.722 


-19.485 


1.00 


86.61 


D 


3412 


C 


PRO 


676 


1 5.832 


48.341 


-21 .978 


1.00 


92.02 


D 


* 3413 


O 


PRO 


676 


1 6.330 


49.381 


-21.537 


1.00 


92.35 


D 


3414 


N 


LYS 


677 


1 5.842 


48.036 


-23.272 


1.00 


94.90 


D 


3415 


CA 


LYS 


677 


16.407 


48.972 


-24.244 


1.00 


97.63 


D 


3416 


CB 


LYS 


677 


16.648 


48.301 


-25.598 


1.00 


98.89 


D 


3417 


CG 


LYS 


677 


16.682 


49.263 


-26.803 


1.00 


101.15 


D 


3418 


CD 


LYS 


677 


17.638 


50.452 


-26.628 


1.00 


103.43 


D 


3419 


CE 


LYS 


677 


17.643 


51 .363 


-27.875 


1.00 


104.79 


D 


3420 


NZ 


LYS 


677 


18.011 


50.655 


-29.151 


1.00 


104.66 


D 


3421 


C 


LYS 


677 


15.422 


50.100 


-24.414 


1.00 


98.84 


D 


3422 


O 


LYS 


677 


14.555 


50.055 


-25.273 


1.00 


99.87 


D 


3423 


N 


ASP 


678 


1 5.573 


51.114 


-23.582 


1.00 


99.57 


D 


3424 


CA 


ASP 


678 


1 4.702 


52.270 


-23.583 


1.00 


100.29 


D 


3425 


CB 


ASP 


678 


13.225 


51.869 


-23.734 


1.00 


101.68 


D 


3426 


CG 


ASP 


678 


1 2.772 


51.830 


-25.198 


1.00 


103.54 


D 


3427 


OD1 


ASP 


678 


13.319 


52.599 


-26.020 


1.00 


103.41 


D 


3428 


OD2 


ASP 


678 


11.855 


51 .040 


-25.518 


1.00 


104.45 


D 


3429 


C 


ASP 


678 


14.951 


52.811 


-22.196 


1.00 


100.06 


D 


3430 


O 


ASP 


1 678 


| 14.945 


54.020 


-21 .966 


1.00 


1 00.74 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


A I UM 


Al VJM 

TYPE 


nfcblUUb 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




3431 


N 


GLY 


679 


15.194 


51.884 


-21 .272 


1.00 


98.77 


D 




3432 


CA 


GLY 


679 


15.483 


52.273 


-19.906 


1.00 


96.64 


D 


10 


3433 


C 


GLY 


679 


14.346 


52.099 


-18.930 


1.00 


95.05 


D 




3434 


O 


GLY 


679 


13.198 


51.851 


-19.309 


1.00 


95.43 


D 




3435 


N 


LEU 


680 


14.677 


52.258 


-17.653 


1.00 


93.10 


D 


15 


3436 


CA 


LEU 


680 


13.712 


52.103 


-16.580 


1.00 


91.98 


D 




3437 


CB 


LEU 


680 


14.398 


51 .536 


-15.332 


1.00 


91.95 


D 




3438 


CG 


LEU 


680 


1 5.723 


50.795 


-15.513 


1.00 


91.77 


D 




3439 


CD1 


LEU 


680 


16.303 


50.412 


-14.171 


1.00 


91.91 


D 


20 


3440 


CD2 


LEU 


680 


15.494 


49.569 


-16.329 


1.00 


92.35 


D 




3441 


C 


LEU 


680 


1 3.025 


53.407 


-16.199 


1.00 


90.95 


D 




3442 


O 


LEU 


680 


1 3.467 


54.493 


-16.570 


1.00 


91.02 


D 


25 


3443 


N 


LYS 


681 


1 1 .943 


53.271 


-15.442 


1.00 


90.04 


D 




3444 


CA 


LYS 


681 


11.173 


54.410 


-14.964 


1.00 


89.16 


D 




3445 


CB 


LYS 


681 


9.975 


53.931 


-14.143 


1.00 


89.45 


D 


30 


3446 


CG 


LYS 


681 


8.980 


53.086 


-14.913 


1.00 


89.94 


D 


3447 


CD 


LYS 


681 


7.670 


52.959 


-14.154 


1.00 


90.41 


D 




3448 


CE 


LYS 


681 


6.800 


51.866 


-14.745 


1.00 


91.27 


D 




3449 


NZ 


LYS 


681 


5.491 


51.754 


-14.056 


1.00 


91.68 


D 


35 


3450 


C 


LYS 


681 


1 2.050 


55.290 


-14.087 


1.00 


88.34 


D 




3451 


O 


LYS 


681 


1 1 .866 


56.508 


-14.019 


1.00 


88.29 


D 




3452 


N 


SER 


682 


13.008 


54.656 


-13.419 


1.00 


87.39 


D 


40 


3453 


CA 


SER 


682 


13.913 


55.358 


-12.521 


1.00 


86.48 


D 


3454 


CB 


SER 


682 


13.803 


54.761 


-11.117 


1.00 


87.14 


D 




3455 


OG 


SER 


682 


12.473 


54.351 


-10.838 


1.00 


87.46 


D 




3456 


C 


SER 


682 


15.350 


55.242 


-13.012 


1.00 


85.57 


D 


AC 

45 


3457 


0 


SER 


682 


16.278 


55.196 


-12.203 


1.00 


85.27 


D 




3458 


N 


GLN 


683 


15.521 


55.197 


-14.330 


1.00 


84.91 


D 




3459 


CA 


GLN 


683 


16.844 


55.073 


-14.948 


1.00 


84.23 


D 


50 


3460 


CB 


GLN 


683 


1 6.787 


55.515 


-16.413 


1.00 


83.77 


D 


3461 


CG 


GLN 


683 


18.108 


55.393 


-17.157 


1.00 


84.51 


D 




3462 


CD 


GLN 


683 


18.644 


53.969 


-17.198 


1.00 


85.77 


D 




3463 


OE1 


GLN 


683 


18.017 


53.065 


-17.766 


1.00 


85.99 


D 


55 


3464 


NE2 


GLN 


683 


19.807 


53.761 


-16.595 


1.00 


85.67 


D 




3465 


C 


GLN 


683 


17.853 


55.924 


-14.204 


1.00 


83.55 


D 
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TAB LE 2 (continued) . — — 

°, M niMr, DOMAIN OF GR« IN COMPLEX WITH FLUTICASON . 



to 



15 



ATOM 

3466 
3467 
3468 
3469 
3470 
3471 



ATOM 
TYPE 



N 



20 



25 



30 



35 



40 



45 



50 



55 



3487 



3492 



CA 
CB 



RESIDUE 

GLN 
GLU 
GLU 
GLU 



CG 
~CD 



3472 OE1 



3473 I 


OE2 


3474 [ 


C 


3475 


0~~ 


3476 I 


N~~ 


3477 


CA~ 


3478 


CB~~ 


3479 


coT 


3480 


CD1 


3481 


CD2 


3482 


C~~ 


3483 


0 


3484 


isT 


3485 


CA 


3486 


CB 



CG 



3488 I CD1 



3490 CE1 



CZ 



3493 

3494 

3495 

3496 

3497 

3498 

3499 

3500 



N 
~CA 
CB 
~CG 
OD1 
OD2 



GLU 
GLU 



GLU 
GLU 
GLU 
GLU 

Tiu 
Tiu 

LEU 

Tiu 
Tiu 

LEU 

liu 



LEU 
PHE 



PHE 



PHE 



PHE 
PHE 
PHE 

The 



PHE 
PHE 



PHE 

PHE 

ASP 

ASP 

ASP 

ASP 

ASP 

ASP 



# 



683 
684 



18.961 
17.447 



55.482 
57.147 



-13.894 
-13.921 



684 | 18.256 
^84 | 17.345 



58.112 
59.309 



684 15.864 



58.957 



"684 | 14.753 | 59.125 

58.827 

13.614 | 59.535 
57.468 



684 



-13.203 



-12.795 



■12.344 
-13.432 



-14.626 
-13.077 
-11.988 



1.00 
1.00 



1.00 
1.00 



1.00 
1.00 



83.89 
83.39 



D 



83.70 
86.45 



89.45 
91.23 



D 



1.00 



91.14 



684 18.965 
684 20.201 ["57.396 I -11.931 



685 



18 



.157 I 56. 968 -11.057 

^T|l 8.585 56.321 -9W 

T^Tjj T^ f 56.029 ^964 

"S5 17-327 I 56.378 | -7-477 



685 
685 
685 



685 
686 



^478 [ 55.346 -6.740 

Tsj42 56.376 -6.921 

7^368 | 55.013 -10.008_ 

54.682 | ~9.259 

54.256 -11.004 



20.294 
18.950 



1.00 


91.97 [ 


D | 


1.00 


82.04 I 


D j 


1.00 


81.53 | 


~~ D ] 


1.00 


80.84 I 


D 


1.00 


79.91 


D 


1.00 


79.23 


D 


1.00 


78.87 


D 


1.00 


78.47 


D 


1.00 


79.03 


D 



1.00 



79.20 



1.00 



686 19.598 



53.011 -11.333 



1.00 
1.00 



78.90 



77.79 



D 



fiftfi I 19.024 j 52.503 | -12.633 



1.00 



686 19.654 



686 



51.260 -13.106 



19.184 50.036 -12.669 
^686 I 20.739 51^0tJ_^3 : 969 



1.00 
1.00 



76.60 



D 



74.90 



686 | 19.771 



686 21.337 



686 20.856 



686 21.070 



687 
687 
687 
687 



48.866 -13.091 



50.140 -14.405 



48.91 2 | -13.959 
53.309 -11.528 



73.91 



D 



73.55 



D 



52.774 



55.489 



-10.845 



-16.180 



1.00 


73.72 | 


D I 


1.00 


73.58 | 


D 


Too 


74.95 I 


D j 


1.00 1 


74.68 I 


D 


Too 


76.92 | 


P I 


Too 


76.88 I 


P I 


1.00 


77.62 I 




1.00 


78.23 


D j 


Too 


79.48 


D 


*L00 


80.76 


D 


1.00 


80.42 


D 


1.00 


81.33 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


Al UM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




3501 


C 


ASP 


687 


23.420 


55.140 


-11.623 


1.00 


77.82 


D 




3502 


O 


ASP 


687 


24.649 


55.192 


-11.610 


1.00 


77.25 


D 


10 


3503 


N 


GLU 


688 


22.676 


55.560 


-10.614 


1.00 


77.40 


D 




3504 


CA 


GLU 


688 


23.326 


56.105 


-9.444 


1.00 


77.00 


D 




3505 


CB 


GLU 


688 


22.393 


57.027 


-8.699 


1.00 


79.26 


D 


15 


3506 


CG 


GLU 


688 


23.115 


57.790 


-7.636 


1.00 


83.90 


D 




3507 


CD 


GLU 


688 


22.167 


58.405 


-6.663 


1.00 


86.20 


D 




3508 


OE1 


GLU 


688 


21.003 


58.648 


-7.061 


1.00 


87.82 


D 


20 


3509 


OE2 


GLU 


688 


22.587 


58.648 


-5.510 


1.00 


87.04 


D 


3510 


C 


GLU 


688 


23.724 


54.954 


-8.538 


1.00 


75.46 


D 




3511 


O 


GLU 


688 


24.850 


54.904 


-8.027 


1.00 


75.05 


D 




3512 


N 


ILE 


689 


22.789 


54.032 


-8.343 


1.00 


73.02 


D 


25 


3513 


CA 


ILE 


689 


23.026 


52.871 


-7.514 


1.00 


70.61 


D 




3514 


CB 


ILE 


689 


21.731 


52.082 


-7.351 


1.00 


71.16 


D 




3515 


CG2 


ILE 


689 


21 .977 


50.724 


-6.687 


1.00 


69.86 


D 


30 


3516 


CG1 


ILE 


689 


20.775 


52.947 


-6.542 


1.00 


71.37 


D 


3517 


CD1 


ILE 


689 


19.540 


52.267 


-6.190 


1.00 


72.58 


D 




3518 


C 


ILE 


689 


24.092 


52.043 


-8.186 


1.00 


69.08 


D 




3519 


O 


ILE 


689 


25.093 


51.694 


-7.572 


1.00 


68.64 


D 


35 


3520 


N 


ARG 


690 


23.898 


51.758 


-9.463 


1.00 


67.58 


D 




3521 


CA 


ARG 


690 


24.882 


50.980 


-10.186 


1.00 


67.61 


D 




3522 


CB 


ARG 


690 


24.491 


50.855 


-11.644 


1.00 


65.92 


D 


40 


3523 


CG 


ARG 


690 


25.464 


50.007 


-12.435 


1.00 


65.20 


D 


3524 


CD 


ARG 


690 


24.717 


49.473 


-13.621 


1.00 


66.02 


D 




3525 


NE 


ARG 


690 


25.445 


48.547 


-14.481 


1.00 


64.92 


D 




3526 


CZ 


ARG 


690 


26.646 


48.781 


-14.997 


1.00 


65.68 


D 




3527 


NH1 


ARG 


690 


27.285 


49.912 


-14.727 


1.00 


65.29 


D 




3528 


NH2 


ARG 


690 


27.179 


47.904 


-15.839 


1.00 


66.43 


D 




3529 


C 


ARG 


690 


26.308 


51 .527 


-10.117 


1.00 


68.89 


D 


50 


3530 


O 


ARG 


690 


27.264 


50.756 


-10.127 


1.00 


70.04 


D 


3531 


N 


MET 


691 


26.465 


52.846 


-10.065 


1.00 


70.17 


D 




3532 


CA 


MET 


691 


27.795 


53.438 


-10.002 


1.00 


70.49 


D 




3533 


CB 


MET 


691 


27.708 


54.940 


-10.291 


1.00 


73.73 


D 


55 


3534 


CG 


MET 


691 


29.047 


55.648 


-10.500 


1.00 


77.42 


D 




3535 


SD 


MET 


691 


29.970 


54.941 


-11.898 


1.00 


82.38 


D 
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TABLE 2 (continued) 



I ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND I 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT | 


ATOM 


I ATOM 
1 TYPE 


RESIDUF 


# 


Y 

I A 


i v 


I: Z 


j OCC 


B 


ATOM I 


J 3536 


1 CE 


MET 


691 


31.370 


54.338 


-11.036 


I 1.00 


81.52 


D 


I 3537 


1 C 


MET 


691 


j 28.418 


53.205 


-8.626 


1.00 


69.68 


D 


J 3538 


1 0 


MET 


691 


29.625 


I 52.981 


-8.506 


I 1.00 


68.71 


D 


J 3539 


N 


1 THR 


692 


27.579 


53.256 


-7.591 


1.00 


69.09 


D 


J 3540 


J CA 


THR 


692 


J 28.033 


53.068 


I -6.213 


| 1.00 


68.99 


D 


I 3541 


1 CB 


1 THR 


692 


26.918 


53.278 


-5.201 


1.00 


68.68 


D 


J 3542 


J OG1 


THR 


692 


I 26.208 


I 54.478 


I -5.503 


| 1.00 


68.25 


D 


| 3543 


| CG2 


THR 


692 


27.518 


| 53.382 


-3.812 


1.00 


68.52 


D 


| 3544 


I C 


THR 


692 


28.572 


51 .672 


-5.977 


| 1.00 


69.04 


D 


I 3545 


0 


THR 


692 


I 29.567 


51.491 


I -5.258 


I 1.00 


68.26 


D 


I 3546 


I N 


| TYR 


693 


27.901 


I 50.672 


-6.543 


1.00 


68.04 


D 


J 3547 


I CA 


TYR 


693 


28.422 


I 49.339 


-6.376 


1.00 


67.90 


D 


J 3548 


| CB 


TYR 


693 


I 27.340 


I 48.267 


I -6.564 


I 1.00 


67.99 


D 


J 3549 


| CG 


TYR 


693 


26.389 


48.214 


I -5.384 


1.00 


68.55 


D 


J 3550 


CD1 


TYR 


693 


26.855 


47.903 


-4.103 


1.00 


67.96 


D 


I 3551 


I CE1 


TYR 


693 


| 26.014 


47.999 


-2.991 


1.00 


68.49 


D 


J 3552 


CD2 


TYR 


693 


25.056 


48.599 


-5.523 


1.00 


67.38 


D 


J 3553 


CE2 


TYR 


693 


24.21 6 


48.696 


-4.424 


1.00 


67.56 


D 


J 3554 


cz 


TYR 


693 


24.699 


48.402 


-3.160 


1.00 


68.22 


D 


J 3555 


OH 


TYR 


693 


23.879 


48.568 


-2.066 


1.00 


68.00 


D ! 


J 3556 


c 


TYR 


693 


29.597 


49.128 


-7.320 


1.00 


67.31 


D ! 


[ 3557 I 


0 | 


TYR 


693 


30.340 


48.184 I 


-7.142 


1.00 


67.67 


D 


| 3558 I 


N 


ILE 


694 I 


29.810 


49.978 


-8.321 


1.00 


67.26 


D 


| 3559 I 


CA 


ILE 


694 


30.994 


49.711 


-9.133 


1.00 


68.01 


D ! 


J 3560 | 


CB I 


ILE 


694 | 


30.998 


50.412 


-10.506 


1.00 


67.45 


D 


J 3561 J 


CG2 


ILE 


694 


32.387 


50.264 


-11.151 


1.00 


64.83 


D 


J 3562 J 


CG1 I 


ILE 


694 


29.964 


49.750 I 


-11.419 


1.00 


66.41 


D 


J 3563 J 


CD1 


ILE 


694 


29.460 


50.643 I 


-12.516 


1.00 


63.94 


D j 


J 3564 J 


C 


ILE 


694 


32.218 


50.151 


-8.346 


1.00 


68.58 


D j 


3565 


0 | 


ILE 


694 J 


33.273 


49.533 


-8.434 


1.00 


67.69 


D j 


J 3566 J 


N 


LYS 


695 


32.073 


51.216 


-7.566 


1.00 


69.57 


D j 


| 3567 J 


CA 


LYS 


695 


33.187 


51.680 


-6.755 


1.00 


70.84 


D | 


J 3568 J 


CB 


LYS 


695 


32.959 


53.124 


-6.318 


1.00 


72.69 


D | 


I 3569 J 


CG 


LYS 


695 


33.000 


54.142 


-7.451 


1.00 


74.90 


D I 


3570 | 


CD 


LYS 
. 


695 


32.390 


55.440 


-6.948 


1.00 


76.94 


D j 



162 



EP1 375 517 A1 

TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




3571 


CE 


LYS 


695 


32.702 


56.654 


-7.812 


1.00 


78.21 


D 




3572 


NZ 


LYS 


695 


32.248 


57.896 


-7.098 


1.00 


78.41 


D 


10 


3573 


C 


LYS 


695 


33.293 


50.757 


-5.539 


1.00 


70.27 


D 




3574 


O 


LYS 


695 


34.367 


50.579 


-4.967 


1.00 


70.82 


D 




3575 


N 


GLU 


696 


32.168 


50.170 


-5.155 


1.00 


69.31 


D 


15 


3576 


CA 


GLU 


696 


32.146 


49.253 


-4.033 


1.00 


68.61 


D 




3577 


CB 


GLU 


696 


30.702 


48.845 


-3.749 


1.00 


69.60 


D 




3578 


CG 


GLU 


696 


30.362 


48.549 


-2.281 


1.00 


71.86 


D 


20 


3579 


CD 


GLU 


696 


31 .072 


49.454 


-1 .271 


1.00 


72.47 


D 


3580 


OE1 


GLU 


696 


30.972 


50.702 


-1 .370 


1.00 


73.30 


D 




3581 


OE2 


GLU 


696 


31 .730 


48.892 


-0.364 


1.00 


72.64 


D 




3582 


C 


GLU 


696 


32.998 


48.053 


-4.456 


1.00 


68.13 


D 


25 


3583 


O 


GLU 


696 


33.702 


47.452 


-3.635 


1.00 


68.67 


D 




3584 


N 


LEU 


697 


32.942 


47.722 


-5.747 


1.00 


66.69 


D 




3585 


CA 


LEU 


697 


33.730 


46.618 


-6.278 


1.00 


64.43 


D 


30 


3586 


CB 


LEU 


697 


33.386 


46.321 


-7.745 


1.00 


61.53 


D 


3587 


CG 


LEU 


697 


34.306 


45.230 


-8.301 


1.00 


60.09 


D 




3588 


CD1 


LEU 


697 


34.268 


44.066 


-7.340 


1.00 


58.33 


D 




3589 


CD2 


LEU 


697 


33.902 


44.789 


-9.690 


1.00 


58.82 


D 


35 


3590 


C 


LEU 


697 


35.165 


47.078 


-6.190 


1.00 


64.59 


D 




3591 


O 


LEU 


697 


36.064 


46.325 


-5.824 


1.00 


65.27 


D 




3592 


N 


GLY 


698 


35.363 


48.345 


-6.518 


1.00 


65.37 


D 


40 


3593 


CA 


GLY 


698 


36.689 


48.930 


-6.489 


1.00 


66.92 


D 


3594 


C 


GLY 


698 


37.407 


48.840 


-5.154 


1.00 


67.72 


D 




3595 


O 


GLY 


698 


38.576 


48.466 


-5.112 


1.00 


66.59 


D 




3596 


N 


LYS 


699 


36.716 


49.198 


-4.072 


1.00 


69.34 


D 


HO 


3597 


CA 


LYS 


699 


37.292 


49.149 


-2.725 


1.00 


70.05 


D 




3598 


CB 


LYS 


699 


36.300 


49.663 


-1 .706 


1.00 


70.00 


D 




3599 


CG 


LYS 


699 


35.875 


51.067 


-1.896 


1.00 


71.97 


D 


50 


3600 


CD 


LYS 


699 


34.768 


51.376 


-0.924 


1.00 


72.69 


D 


3601 


CE 


LYS 


699 


34.729 


52.853 


-0.670 


1.00 


74.06 


D 




3602 


NZ 


LYS 


699 


33.664 


53.216 


0.290 


1.00 


77.09 


D 




3603 


C 


LYS 


699 


37.630 


47.721 


-2.332 


1.00 


71.03 


D 


55 


3604 


o 


LYS 


699 


38.694 


47.449 


-1.771 


1.00 


70.60 


D 




3605 


N 


ALA 


700 


36.690 


46.819 


-2.591 


1.00 


71.91 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FF 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A 


30M THE L 

1 1 1 £ i nnvj 


.IGAND 
MFNT 


A I UM 


A! w!Vl 

TYPE 




u 

ft 


X 

/v 


Y 


Z | 


OCC 


a 

D 


ATOM 

tti IVI 


3606 


CA 


ALA 


700 


36.875 


45.422 


-2.268 


1.00 


72.27 


D 


3607 


CB 


ALA 


700 


35.713 


44.601 


-2.790 


1.00 


71.48 


D 


3608 


C 


ALA 


700 


38.171 


45.004 


-2.938 


1.00 


73.71 


D 


3609 


O 


ALA 


700 


38.994 


44.321 


-2.333 


1.00 


73.83 


D 


3610 


N 


ILE 


701 


38.351 


45.434 


-4.184 


1.00 


75.21 


D 


3611 


CA 


ILE 


701 


39.564 


45.110 


-4.927 


1.00 


77.37 


D 


3612 


CB 


ILE 


701 


39.509 


45.654 


-6.370 


1.00 


76.34 


D 


3613 


CG2 


ILE 


701 


40.884 


45.535 


-7.015 


1.00 


74.87 


D 


3614 


CG1 


ILE 


701 


38.471 


44.881 


-7.185 


1.00 


76.01 


D 


3615 


CD1 


ILE 


701 


38.142 


45.515 


-8.531 


1.00 


75.37 


D 


3616 


C 


ILE 


701 


40.832 


45.656 


-4.255 


1.00 


79.07 


D 


3617 


O 


ILE 


701 


41 .787 


44.909 


-4.047 


1.00 


79.07 


D 


3618 


N 


VAL 


702 


40.846 


46.952 


-3.919 


1.00 


81.82 


D 


3619 


CA 


VAL 


702 


42.015 


47.567 


-3.280 


1.00 


84.95 


D 


3620 


CB 


VAL 


702 


41.891 


49.117 


-3.042 


1.00 


83.97 


D 


3621 


CG1 


VAL 


702 


41.611 


49.843 


-4.326 


1.00 


82.62 


D 


3622 


CG2 


VAL 


702 


40.838 


49.409 


-1.989 


1.00 


84.13 


D 


3623 


C 


VAL 


702 


42.358 


47.002 


-1.914 


1.00 


87.59 


D 


3624 


O 


VAL 


702 


43.524 


46.983 


-1.539 


1.00 


88.96 


D 


3625 


N 


LYS 


703 


41.356 


46.562 


-1.157 


1.00 


89.94 


D 


3626 


CA 


LYS 


703 


41.632 


46.050 


0.176 


1.00 


93.02 


D 


3627 


CB 


LYS 


703 


40.491 


46.447 


1.146 


1.00 


92.54 


D 


3628 


CG 


LYS 


703 


39.544 


45.321 


1.640 


1.00 


92.88 


D 


3629 


CD 


LYS 


703 


38.695 


45.782 


2.857 


1.00 


93.01 


D 


3630 


CE 


LYS 


703 


38.111 


44.620 


3.689 


1.00 


92.79 


D 


3631 


NZ 


LYS 


703 


37.288 


45.073 


4.865 


1.00 


91.91 


D 


3632 


C 


LYS 


703 


41.898 


44.549 


0.243 


1.00 


95.67 


D 


3633 


O 


LYS 


703 


41.770 


43.948 


1.301 


1.00 


96.69 


D 


3634 


N 


ARG 


704 


42.300 


43.942 


-0.870 


1.00 


98.62 


D 


3635 


CA 


ARG 


704 


42.564 


42.501 


-0.878 


1.00 


101.79 


D 


3636 


CB 


ARG 


704 


41.570 


41.781 


-1.805 


1.00 


101.22 


D 


3637 


CG 


ARG 


704 


41 .793 


40.262 


-1.931 


1.00 


102.41 


D 


3638 


CD 


ARG 


704 


41.167 


39.671 


-3.209 


1.00 


1 02.72 


D 


3639 


NE 


ARG 


704 


42.151 


39.345 


-4.247 


1.00 


1 03.97 


D 


3640 


CZ 


ARG 


704 


42.771 


38.170 


-4.365 


1.00 


104.85 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRot IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 




3641 


NH1 


ARG 


704 


42.519 


37.190 


-3.505 


1.00 


105.29 


D 




3642 


NH2 


ARG 


704 


43.647 


37.972 


-5.346 


1.00 


104.19 


D 


10 


3643 


C 


ARG 


704 


43.962 


42.238 


-1.396 


1.00 


104.43 


D 




3644 


O 


ARG 


704 


44.690 


41 .370 


-0.910 


1.00 


1 04.44 


D 




3645 


N 


GLU 


705 


44.303 


43.031 


-2.403 


1.00 


1 07.72 


D 


15 


3646 


CA 


GLU 


705 


45.556 


42.951 


-3.126 


1.00 


110.81 


D 




3647 


CB 


GLU 


705 


45.508 


43.963 


-4.280 


1.00 


111.68 


D 




3648 


CG 


GLU 


705 


45.679 


43.371 


-5.688 


1.00 


113.18 


D 




3649 


CD 


GLU 


705 


44.861 


42.108 


-5.932 


1.00 


115.18 


D 


20 


3650 


OE1 


GLU 


705 


43.628 


42.131 


-5.713 


1.00 


116.70 


D 




3651 


OE2 


GLU 


705 


45.454 


41.089 


-6.355 


1.00 


116.07 


D 




3652 


C 


GLU 


705 


46.853 


43.097 


-2.338 


1.00 


112.03 


D 


25 


3653 


0 


GLU 


705 


47.368 


42.128 


-1.781 


1.00 


112.47 


D 




3654 


N 


GLY 


706 


47.378 


44.313 


-2.286 


1.00 


113.33 


D 




3655 


CA 


GLY 


706 


48.642 


44.519 


-1.616 


1.00 


115.12 


D 


30 


3656 


C 


GLY 


706 


49.598 


44.812 


-2.756 


1.00 


116.18 


D 


3657 


O 


GLY 


706 


50.261 


43.918 


-3.292 


1.00 


116.43 


D 




3658 


N 


ASN 


707 


49.609 


46.086 


-3.131 


1.00 


116.60 


D 




3659 


CA 


ASN 


707 


50.415 


46.664 


-4.208 


1.00 


116.29 


D 


35 


3660 


CB 


ASN 


707 


50.762 


45.618 


-5.279 


1.00 


116.94 


D 




3661 


CG 


ASN 


707 


52.236 


45.209 


-5.260 


1.00 


117.97 


D 




3662 


OD1 


ASN 


707 


52.875 


45.106 


-6.312 


1.00 


118.42 


D 


40 


3663 


ND2 


ASN 


707 


52.775 


44.960 


-4.069 


1.00 


118.55 


D 


3664 


C 


ASN 


707 


49.514 


47.771 


-4.776 


1.00 


115.24 


D 




3665 


0 


ASN 


707 


48.949 


48.546 


-4.003 


1.00 


115.85 


D 




3666 


N 


SER 


708 


49.359 


47.857 


-6.093 


1.00 


113.05 


D 


AC 

45 


3667 


CA 


SER 


708 


48.501 


48.896 


-6.666 


1.00 


111.02 


D 




3668 


CB 


SER 


708 


48.887 


50.285 


-6.133 


1.00 


111.30 


D 




3669 


OG 


SER 


708 


48.094 


50.649 


-5.015 


1.00 


110.98 


D 


50 


3670 


C 


SER 


708 


48.501 


48.939 


-8.184 


1.00 


109.52 


D 


3671 


0 


SER 


708 


47.654 


49.603 


-8.788 


1.00 


109.82 


D 




3672 


N 


SER 


709 


49.454 


48.266 


-8.813 


1.00 


106.92 


D 




3673 


CA 


SER 


709 


49.455 


48.261 


-10.267 


1.00 


104.39 


D 


55 


3674 


CB 


SER 


709 


50.868 


48.082 


-10.827 


1.00 


104.45 


D 




3675 


OG 


SER 


709 


51 .334 


46.758 


-10.667 


1.00 


104.39 


D 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 



55 



ATOM 


ATOM 
TYPE 


RESIDUE 


# 


I * 


! Y 


7 




R 
D 


! ATOM 


3676 


C 


I SER 


709 


I 48.564 


| 47.098 


I -10.668 


I 1.00 


102.82 


J D 


3677 


0 


1 sIr 


709 


47.962 


| 47.094 


I -11.744 


J 1.00 


102.65 


I ^ 


3678 


N 


GLN 


710 


J 48.465 


I 46.108 


I -9.786 


I 1.00 


100.52 


D 


3679 


CA 


1 GLN 


710 


J 47.622 


44.966 


| -10.069 


T 1.00 


97.80 


1 D 


3680 


CB 


1 GLN 


710 


I 48.159 


I 43.697 


-9.379 


I 1.00 


100.41 


1 D 


[ 3681 


CG 


"J GLN 


710 


48.133 


T 43.680 


I -7.855 


1 1.00 


104.43 


1 ^ 


I 3682 


CD 


1 GLN 


710 


48.672 


| 44.953 


| -7.233 


I 1.00 


106.82 


D 


3683 


OE1 


1 GLN 


710 


I 49.775 


| 45.397 


J -7.559 


I 1.00 


108.23 


1 ° 


P 3684 


NE2 


I GLN 


710 


I 47.898 


I 45.543 


I -6.329 


r 1.00 


108.12 


1 D 


3685 


c 


1 GLN 


710 


I 46.203 


I 45.298 


]" -9.622 


| 1.00 


94.01 


1 ° 


I 3686 


O 


1 GLN 


710 


[ 45.322 


I 44.442 


] -9.640 


I 1.00 


93.94 


L ^ 


3687 


N 


f ASN 


711 | 45.978 


I 46.553 


] -9.240 


] UK) 


89.32 


1 ° 


I 3688 


CA 


I ASN 


711 


j 44.640 


I 46.949 


-8.823 


1 1.00 


84.80 


D 


I 3689 


CB 


ASN 


711 


44.688 


I 48.108 


-7.839 


r loo 


84.11 


D 


3690 


CG 


ASN 


711 


I 44.719 


I 47.619 


I -6.411 


I 1.00 


84.22 


D 


I 3691 


OD1 


[ ASN 


711 


44.669 


48.406 


I -5.474 


1.00 


84.93 


D 


I 3692 


ND2 


ASN 


711 


44.802 


46.301 


-6.237 


Too 


83.76 


D 


3693 


C 


ASN 


711 1 


43.714 


47.252 


-9.981 


1.00 


81.96 


D 


3694 




ASN 


711 


1 42.601 


46.735 I 


-10.017 


1.00 


81.02 




I 3695 


N 


TRP 


712 


44.139 


48.079 


-10.930 


1.00 


78.84 I 


D 


3696 


CA J 


TRP 


712 


43.273 


48.298 I 


-12.073 


1.00 


75.28 j 


D 


J 3697 


CB | 


TRP 


712 


43.780 


49.379 


-12.988 I 


1.00 


74.46 I 


D 


3698 


CG | 


TRP 


712 


43.507 


50.684 


-12.489 


1.00 


73.88 


D 


3699 


CD2 


TRP 


712 


42.538 


51.601 


-12.996 I 


1.00 


74.08 


D 


3700 


CE2 ( 


TRP 


712 [ 


42.647 


52.778 


-12.231 


1.00 


73.76 


D 


3701 


CE3 |" 


TRP 


712 [ 


41.587 


51.548 


-14.032 I 


1.00 


74.01 


D 


3702 


CD1 


TRP 


712 


44.137 


51.304 


-11.464 


1.00 


73.42 


D 


3703 


NE1 r 


TRP 


712 1 


43.631 


52.565 


-11.297 


1.00 


73.37 




| 3704 


C22 I 


TRP 


712 1 


41.841 


53.901 


-12.456 


1.00 


73.06 




3705 


CZ3 


TRP 


712 


40.780 


52.663 


-14.258 


1.00 


72.71 


D J 


3706 


CH2 


TRP 


712 


40.918 


53.828 


-13.474 


1.00 


72.39 


D 


3707 




TRP 


712 


43.287 


47.025 


-12.863 


1.00 


74.11 




3708 




TRP 


712 


42.325 


46.687 


-13.535 


1.00 


74.07 


D 


3709 




GLN 


713 


44.388 


46.304 


-12.817 


1.00 


72.50 


D 


3710 


CA 


GLN 


713 


44.379 


45.095 


-13.582 


1.00 


71.13 


D 



166 



EP1 375 517A1 

TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 

Ml WIVI 


ATOM 

TYPE 


RF^ini ip 
ncoiuuc 


tf 


A 


v 
T 


7 




Q 

D 


Ml UIVI 


3711 


CB 


GLN 


713 


45.753 


44.459 


-13.606 


1.00 


72.88 


D 


3712 


CG 


GLN 


713 


45.816 


43.299 


-14.564 


1.00 


73.89 


D 


3713 


CD 


GLN 


713 


47.108 


42.544 


-14.428 


1.00 


75.34 


D 


3714 


OE1 


GLN 


713 


47.438 


41 .708 


-15.269 


1.00 


76.79 


D 


3715 


NE2 


GLN 


713 


47.847 


42.826 


-13.359 


1.00 


75.96 


D 


3716 


C 


GLN 


713 


43.349 


44.128 


-13.016 


1.00 


69.75 


D 


3717 


O 


GLN 


713 


42.760 


43.357 


-13.764 


1.00 


69.68 


D 


3718 


N 


ARG 


714 


43.125 


44.181 


-11.701 


1.00 


68.00 


D 


3719 


CA 


ARG 


714 


42.162 


43.294 


-11.021 


1.00 


66.56 


D 


3720 


CB 


ARG 


714 


42.267 


43.521 


-9.508 


1.00 


66.48 


D 


3721 


CG 


ARG 


714 


41.495 


42.575 


-8.623 


1.00 


64.93 


D 


3722 


CD 


ARG 


714 


42.015 


41.157 


-8.695 


1.00 


64.89 


D 


3723 


NE 


ARG 


714 


41.283 


40.327 


-7.752 


1.00 


64.24 


D 


3724 


CZ 


ARG 


714 


41.209 


39.007 


-7.806 


1.00 


64.10 


D 


3725 


NH1 


ARG 


714 


41.824 


38.344 


-8.770 


1.00 


63.98 


D 


3726 


NH2 


ARG 


714 


40.496 


38.351 


-6.906 


1.00 


64.35 


D 


3727 


C 


ARG 


714 


40.757 


43.636 


-11.510 


1.00 


65.72 


D 


3728 


O 


ARG 


714 


40.010 


42.788 


-12.009 


1.00 


64.06 


D 


3729 


N 


PHE 


715 


40.422 


44.905 


-11.342 


1.00 


65.51 


D 


3730 


CA 


PHE 


715 


39.158 


45.457 


-11.757 


1.00 


66.56 


D 


3731 


CB 


PHE 


715 


39.241 


46.968 


-11.699 


1.00 


65.63 


D 


3732 


CG 


PHE 


715 


37.954 


47.644 


-11.950 


1.00 


66.28 


D 


3733 


CD1 


PHE 


715 


36.831 


47.302 


-11.209 


1.00 


67.11 


D 


3734 


CD2 


PHE 


715 


37.858 


48.655 


-12.890 


1.00 


66.76 


D 


3735 


CE1 


PHE 


715 


35.629 


47.956 


-11.397 


1.00 


66.49 


D 


3736 


CE2 


PHE 


715 


36.650 


49.324 


-13.090 


1.00 


66.75 


D 


3737 


CZ 


PHE 


715 


35.535 


48.974 


-12.339 


1.00 


66.22 


D 


3738 


C 


PHE 


715 


38.876 


45.034 


-13.182 


1.00 


67.61 


D 


3739 


O 


PHE 


715 


37.832 


44.448 


-1 3.488 


1.00 


69.43 


D 


3740 


N 


TYR 


716 


39.818 


45.349 


-14.056 


1.00 


67.76 


D 


3741 


CA 


TYR 


716 


39.691 


45.012 


-15.452 


1.00 


67.50 


D 


3742 


CB 


TYR 


716 


40.993 


45.341 


-16.172 


1.00 


68.51 


D 


3743 


CG 


TYR 


716 


40.999 


44.951 


-17.618 


1.00 


69.44 


D 


3744 


CD1 


TYR 


716 


40.438 


45.773 


-18.594 


1.00 


69.90 


D 


3745 


CE1 


TYR 


716 


40.411 1 


45.381 


-19.929 


1.00 


71.02 


D 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 2 (continued) 



BINDING DOMAIN OF GRot IN COMPLEX WITH FLUTICASONE, rnu 



ATOM | ATOM 
TYPE 



3746 
3747 



CD2 
CE2 



3748 
3749 



3750 

3751 

3752 

3753 

3754 

3755 



3756 
3757 
3758 
3759 
3760 
3761 



3762 



3763 



3764 



3765 



CZ 

"oh 



C 
~0 



N 

CA 
CB 
CG 



RESIDUE 

TYR 
TYR 



TYR 
TYR 



716 
7l6 



TYR 
TYR 



716 
7?6 



CD 
OE1 
NE2 
C 
O 
N 



GLN 
GLN 
GLN 
GLN 



CA 



CB 



CG 



CD1 



GLN 
GLN 
GLN 
GLN 
GLN 
LEU 



LEU 



LEU 



LEU 



LEU 



5 



3766 


CD2 


LEU | 




3767 | 


C 


LEU I 




3768 | 


0 






3769 T 


N 


THR | 




3770 


CA 


THR I 




3771 I 


CB 


THR J 




| 3772 


OG1 


THR 




I 3773 


CG2 


THR 




3774 


C 


THR 




3775 




THR 




3776 




LYS 




3777 


I CA 


LYS 




3778 


CB 


LYS 




3779 


CG 


[ys 




3780 


CD 


LYS 





716 
716 



717 

717 

717 

717 

717 

717 

717 

717 

717 

718 



718 



718 
718 



718 
718 



718 
~718 
719 
719 
719 



719 



719 

719 

719 

720 

720 

720 

720 



41.538 
41.516 



43.733 | -18.006 
43.332 -19.321 



OCC 

1.00 
1.00 



40.953 
40.934 



44.155 
43.726 



-20.282 
-21 .590 



720 



39.327 
38.400 



43.532 
43.191 



15.592 
-16.321 



40.020 



39.711 
40.794 
42.189 
43.173 
43.559 
43.566 
38.387 
37.608 
38.132 



36.879 
36.784 
37.739 



37.496 
37.529 



35.731 

34.859 

35.760 

34.704 

34.833 



36.133 

34.637 

34.648 

33.690 

35.666 

35.650 

37.048 

37.235 



37.418 



42.655 -14.879 



41.230 I -14.973 

40.384 | -14.327 

40.709 -14.740 

39.799 | -14.052 

40.028 -12.899 



38.738 I -14.744 

40.863 I -14.307 

40.067 | -14.848 

41.405 S -13.120 



41.711 
41.100 



-11.078 
-10.040 



41 .700 
39.596 



-8.674 
-9.976 



41.493 -13.390 
40.686 -13.713 
42.740 I -13.855 



1.00 
1.00 



43.227 -14.738 
44.729 -14.972 



45.020 

45.477 

42.507 

42.674 

41 .709 

40.980 

40.497 

40.307 



-15.505 
-13.660 
-16.090 
-16.853 
-16.396 



1.00 
1.00 



-17.654 
-18.036 
19.547 



1.00 



1.00 
1.00 
1.00 
1.00 
1.00 



1.00 
1.00 
1.00 
1.00 



41.066 -12.470 1-00 



1.00 
1.00 



1.00 
1.00 



1.00 
1.00 
1.00 



1.00 



1.00 



1.00 
1.00 
1.00 
1.00 
1.00 



B 

70.06 
71.47 



71.73 
73.37 



1.00 
1.00 
1.00 



67.55 
68.03 



67.25 



ATOM 

D 
D 



41.656 -20.262 | 1.00 



68.01 

69.66 

72.77 

75.40 

76.60 



76.67 
67.82 
67.36 
66.52 



64.77 



62.27 
60.26 



58.48 
60.78 
64.36 



63.38 
64.39 



65.59 



64.69 



63.56 

64.71 

66.44 

66.27 

67.02 



66.94 
69.93 
74.14 



77.44 



D 
D 



D 
D 



D 



D 
D 
D 



D 
D 
D 
D 



D 
D 



D 
D 



D 



D 
D 



D 



D 
D 
D 
D 
D 



D 
D 
D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 




3781 


CE 


LYS 


720 


37.399 


41.534 


-21 .799 


1.00 


79.51 


D 




3782 


NZ 


LYS 


720 


37.765 


42.813 


-22.503 


1.00 


80.62 


D 


10 


3783 


C 


LYS 


720 


34.741 


39.789 


-17.405 


1.00 


65.29 


D 




3784 


O 


LYS 


720 


33.925 


39.420 


-18.247 


1.00 


65.38 


D 




3785 


N 


LEU 


721 


34.881 


39.207 


-16.218 


1.00 


63.82 


D 


15 


3786 


CA 


LEU 


721 


34.073 


38.068 


-15.818 


1.00 


62.57 


D 




3787 


CB 


LEU 


721 


34.473 


37.616 


-14.420 


1.00 


60.12 


D 




3788 


CG 


LEU 


721 


34.373 


36.116 


-14.199 


1.00 


60.11 


D 


20 


3789 


CD1 


LEU 


721 


34.104 


35.890 


-12.732 


1.00 


59.49 


D 


3790 


CD2 


LEU 


721 


33.261 


35.499 


-15.051 


1.00 


59.33 


D 




3791 


C 


LEU 


721 


32.596 


38.467 


-15.823 


1.00 


62.94 


D 




3792 


O 


LEU 


721 


31 .732 


37.701 


-16.263 


1.00 


63.51 


D 


25 


3793 


N 


LEU 


722 


32.315 


39.666 


-15.324 


1.00 


62.68 


D 




3794 


CA 


LEU 


722 


30.951 


40.170 


-15.287 


1.00 


62.47 


D 




3795 


CB 


LEU 


722 


30.926 


41.583 


-14.698 


1.00 


61.57 


D 


30 


3796 


CG 


LEU 


722 


31.240 


41.519 


-13.203 


1.00 


60.98 


D 


3797 


CD1 


LEU 


722 


31.132 


42.877 


-12.563 


1.00 


59.96 


D 




3798 


CD2 


LEU 


722 


30.267 


40.535 


-12.553 


1.00 


59.00 


D 




3799 


C 


LEU 


722 


30.347 


40.167 


-16.675 


1.00 


63.61 


D 


35 


3800 


O 


LEU 


722 


29.330 


39.525 


-16.898 


1.00 


64.24 


D 




3801 


N 


ASP 


723 


30.983 


40.866 


-17.609 


1.00 


63.93 


D 




3802 


CA 


ASP 


723 


30.493 


40.952 


-18.983 


1.00 


63.89 


D 


40 


3803 


CB 


ASP 


723 


31.462 


41.748 


-19.844 


1.00 


64.74 


D 


3804 


CG 


ASP 


723 


31.485 


43.200 


-19.481 


1.00 


66.67 


D 




3805 


OD1 


ASP 


723 


30.530 


43.657 


-18.817 


1.00 


68.28 


D 




3806 


OD2 


ASP 


723 


32.445 


43.890 


-19.868 


1.00 


65.20 


D 


AC 

45 


3807 


C 


ASP 


723 


30.280 


39.608 


-19.652 


1.00 


64.20 


D 




3808 


O 


ASP 


723 


29.408 


39.456 


-20.509 


1.00 


63.99 


D 




3809 


N 


SER 


724 


31.089 


38.635 


-19.263 


1.00 


64.29 


D 


50 


3810 


CA 


SER 


724 


31 .009 


37.311 


-19.855 


1.00 


64.18 


D 


3811 


CB 


SER 


724 


32.353 


36.610 


-19.706 


1.00 


64.03 


D 




3812 


OG 


SER 


724 


32.261 


35.556 


-18.769 


1.00 


65.88 


D 




3813 


C 


SER 


724 


29.912 


36.478 


-19.218 


1.00 


63.99 


D 


55 


3814 


O 


SER 


724 


29.685 


35.322 


-19.585 


1.00 


63.80 


D 




3815 


N 


MET 


725 


29.234 


37.086 


-18.256 


1.00 


63.58 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


A I UM 


A I UM 

TYPE 


KbolUUb 


# 


X 


Y 


z 


occ 


B 


ATOM 




3851 


CB 


VAL 


729 


22.929 


34.527 


-18.317 


1.00 


72.41 


D 




3852 


CG1 


VAL 


729 


21.547 


34.949 


-18.822 


1.00 


72.84 


D 


10 


3853 


CG2 


VAL 


729 


22.873 


34.382 


-16.811 


1.00 


72.63 


D 




3854 


C 


VAL 


729 


22.560 


32.872 


-20.216 


1.00 


72.63 


D 




3855 


0 


VAL 


729 


21.558 


32.166 


-20.173 


1.00 


72.16 


D 


15 


3856 


N 


GLU 


730 


22.996 


33.403 


-21 .351 


1.00 


74.69 


D 




3857 


CA 


GLU 


730 


22.289 


33.131 


-22.592 


1.00 


77.21 


D 




3858 


CB 


GLU 


730 


23.013 


33.756 


-23.783 


1.00 


78.90 


D 


20 


3859 


CG 


GLU 


730 


22.218 


33.663 


-25.068 


1.00 


83.32 


D 


3860 


CD 


GLU 


730 


22.836 


34.458 


-26.198 


1.00 


86.77 


D 




3861 


0E1 


GLU 


730 


23.326 


35.580 


-25.931 


1.00 


88.49 


D 




3862 


OE2 


GLU 


730 


22.811 


33.962 


-27.351 


1.00 


88.56 


D 


25 


3863 


C 


GLU 


730 


22.195 


31.610 


-22.771 


1.00 


77.66 


D 




3864 


0 


GLU 


730 


21.104 


31 .057 


-22.852 


1.00 


77.32 


D 




3865 


N 


ASN 


731 


23.342 


30.934 


-22.801 


1.00 


78.69 


D 


30 


3866 


CA 


ASN 


731 


23.362 


29.482 


-22.972 


1.00 


79.39 


D 


3867 


CB 


ASN 


731 


24.808 


29.046 


-23.172 


1.00 


80.51 


D 




3868 


CG 


ASN 


731 


25.367 


29.753 


-24.340 


1.00 


81.74 


D 




3869 


OD1 


ASN 


731 


26.524 


29.646 


-24.728 


1.00 


83.00 


D 


35 


3870 


ND2 


ASN 


731 


24.483 


30.534 


-24.946 


1.00 


84.04 


D 




3871 


C 


ASN 


731 


22.649 


28.770 


-21 .864 


1.00 


79.09 


D 




3872 


0 


ASN 


731 


22.147 


27.659 


-22.040 


1.00 


78.14 


D 


40 


3873 


N 


LEU 


732 


22.550 


29.441 


-20.731 


1.00 


79.35 


D 


3874 


CA 


LEU 


732 


21.838 


28.846 


-19.639 


1.00 


79.99 


D 




3875 


CB 


LEU 


732 


22.253 


29.475 


-18.331 


1.00 


78.02 


D 




3876 


CG 


LEU 


732 


23.448 


28.662 


-17.877 


1.00 


76.80 


D 




3877 


CD1 


LEU 


732 


23.803 


29.107 


-16.496 


1.00 


76.83 


D 




3878 


CD2 


LEU 


732 


23.124 


27.158 


-17.905 


1.00 


76.26 


D 




3879 


C 


LEU 


732 


20.349 


28.977 


-19.856 


1.00 


81.89 


D 


50 


3880 


0 


LEU 


732 


19.600 


28.065 


-19.510 


1.00 


83.06 


D 


3881 


N 


LEU 


733 


19.913 


30.090 


-20.442 


1.00 


83.07 


D 




3882 


CA 


LEU 


733 


1 8.487 


30.283 


-20.705 


1.00 


83.87 


D 




3883 


CB 


LEU 


733 


18.172 


31.759 


-20.959 


1.00 


82.93 


D 


55 


3884 


CG 


LEU 


733 


1 8.209 


32.702 


-19.752 


1.00 


82.42 


D 




3885 


CD1 


LEU 


733 


1 8.026 


34.120 


-20.244 


1.00 


81.62 


D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


A I UM 


Al UM 
TYPE 


HbolUUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 




3921 


CE1 


PHE 


737 


13.544 


31 .759 


-20.422 


1.00 


84.26 


D 




3922 


CE2 


PHE 


737 


14.274 


32.706 


-22.512 


1.00 


84.63 


D 


10 


3923 


CZ 


PHE 


737 


13.991 


32.854 


-21.158 


1.00 


83.57 


D 




3924 


C 


PHE 


737 


12.821 


26.598 


-22.896 


1.00 


92.41 


D 




3925 


0 


PHE 


737 


1 1 .734 


26.054 


-22.685 


1.00 


92.34 


D 


15 


3926 


N 


GLN 


738 


1 3.730 


26.120 


-23.740 


1.00 


93.76 


D 




3927 


CA 


GLN 


738 


1 3.534 


24.904 


-24.514 


1.00 


95.09 


D 




3928 


CB 


GLN 


738 


14.888 


24.425 


-25.027 


1.00 


96.20 


D 


20 


3929 


CG 


GLN 


738 


1 4.873 


23.403 


-26.136 


1.00 


97.39 


D 


3930 


CD 


GLN 


738 


16.275 


23.176 


-26.656 


1.00 


98.13 


D 




3931 


OE1 


GLN 


738 


17.001 


22.299 


-26.178 


1.00 


98.35 


D 




3932 


NE2 


GLN 


738 


16.680 


23.997 


-27.621 


1.00 


98.37 


D 


25 


3933 


C 


GLN 


738 


12.922 


23.873 


-23.585 


1.00 


95.89 


D 




3934 


0 


GLN 


738 


11.711 


23.743 


-23.530 


1.00 


96.25 


D 




3935 


N 


THR 


739 


1 3.750 


23.155 


-22.837 


1.00 


97.17 


D 


30 


3936 


CA 


THR 


739 


13.224 


22.160 


-21.915 


1.00 


98.69 


D 


3937 


CB 


THR 


739 


14.197 


21.930 


-20.764 


1.00 


98.17 


D 




3938 


OG1 


THR 


739 


14.904 


23.141 


-20.495 


1.00 


98.69 


D 




3939 


CG2 


THR 


739 


15.193 


20.839 


-21.115 


1.00 


98.02 


D 


35 


3940 


C 


THR 


739 


11.831 


22.533 


-21.369 


1.00 


100.03 


D 




3941 


O 


THR 


739 


10.915 


21.708 


-21 .389 


1.00 


100.63 


D 




3942 


N 


PHE 


740 


11.654 


23.771 


-20.921 


1.00 


101.15 


D 


40 


3943 


CA 


PHE 


740 


1 0.358 


24.205 


-20.388 


1.00 


1 02.20 


D 


3944 


CB 


PHE 


740 


10.470 


25.629 


-19.856 


1.00 


100.56 


D 




3945 


CG 


PHE 


740 


9.179 


26.181 


-19.325 


1.00 


98.93 


D 




3946 


CD1 


PHE 


740 


8.824 


26.007 


-17.994 


1.00 


98.31 


D 




3947 


CD2 


PHE 


740 


8.327 


26.901 


-20.152 


1.00 


97.96 


D 




3948 


CE1 


PHE 


740 


7.647 


26.542 


-17.487 


1.00 


97.83 


D 




3949 


CE2 


PHE 


740 


7.148 


27.440 


-19.658 


1.00 


97.24 


D 


50 


3950 


CZ 


PHE 


740 


6.806 


27.263 


-18.320 


1.00 


97.30 


D 


3951 


C 


PHE 


740 


9.197 


24.140 


-21.385 


1.00 


104.02 


D 




3952 


0 


PHE 


740 


8.043 


23.978 


-20.987 


1.00 


103.68 


D 




3953 


N 


LEU 


741 


9.495 


24.291 


-22.671 


1.00 


106.46 


D 


55 


3954 


CA 


LEU 


741 


8.459 


24.238 


-23.696 


1.00 


109.10 


D 




3955 


CB 


LEU 


741 


8.630 


25.383 


-24.699 


1.00 


108.94 


D 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM I 


ATOM 1 
TYPE I 


RESIDUE 


§t 1 


v 
X 


v 


7 


occ 

\S w 


B 


ATOM 


3956 I 

\*J W V V 1 


CG 1 


LEU 


741 I 


8.799 


26.819 


-24.195 


1.00 | 


108.65 I 


D 


3957 | 


CD1 I 


lIu 


741 |~ 


8.890 


27.741 


-25.405 


Too r 


108.53 




3958 i 

W W WW i 


CD2 j 


LEU 


741 I 


7.642 


27.233 


-23.299 


1.00 | 


1 08.26 I 


D I 


3959 1 


0 | 


LEU 


741 1 


8.493 


22.901 


-24.436 


UK) I 


111.39 




3960 1 


o 


LEU 


741 


8.385 


22.853 


-25.666 


1.00 


111.44 I 


D 


3961 

w*w w 1 1 


N 


ASP 


742 T 


8.663 


21.821 


-23.676 


-L00 [ 


114.02 I 


5 j 


3962 1 

w \J W^ \ 


CA 


ASP 


742 | 


8.684 


20.465 


-24.222 


1.00 I 


116.52 | 


D | 


3963 1 


CB I 


ASP 


742 


10.064 


20.088 


-24.764 


1.00 I 


117.48 I 


D 


3964 1 


CG I 


ASP 


742 I 


10.055 


18.732 


-25.451 


1.00 I 


119.20 


D 


3965 

w ww 


0D1 [ 


ASP 


742 


11.132 


18.125 


-25.638 


Too 


119.74 I 




3966 


0D2 


ASP 


742 


8.949 


18.278 


-25.818 


1^00 


120.17 J 


D 


3967 


c I 


ASP 


742 


8.329 


19.488 


-23.115 


Toe) 


117.76 I 


D 1 


3968 1 


o I 


ASP 


742 J 


9.193 


19.111 


-22.319 


1.00 


117.68 I 


D I 


3969 

w* w w w 


N 


LYS 


743 


7.073 


19.060 


-23.048 


1.00 J 


119.41 




3970 


CA I 


LYS 


743 


6.746 


18.138 


-21.985 


1.00 


120.92 


D 


3971 


CB 


LYS 


743 


5.381 


18.418 


-21 .393 


1.00 


121.59 


D 


3972 

W^W ' bp 


CG 


LYS 


743 


5.537 


18.534 


-19.898 


1.00 


122.24 


D 


3973 


CD 


LYS 


743 


4.242 


18.414 


-19.164 


1.00 


122.77 


D 


1 3974 


CE 


LYS 


743 


3.312 


19.572 


-19.487 


1.00 


122.90 


D 


1 3975 


NZ 


LYS 


743 


3.995 


20.761 


-20.080 


1.00 


122.44 


D 


1 3976 

Ww 9 \J 


I C 


LYS 


743 


6.885 


16.671 


-22.315 


1.00 


121.35 


D 


! 3977 


\ o 

1 


LYS 


743 


6.565 


15.808 


-21.495 


1.00 


121.83 


D 


i 3978 


1 N 


THR 


744 


7.360 


16.393 


-23.523 


1.00 


121.55 




3979 

It V^w f w 


[ CA 


THR 


744 


7.625 


15.018 


-23.914 


1.00 


121.69 


1 D 


1 3980 

vJw WW 


1 CB 


THR 


744 


8.228 


14.930 


-25.334 


1.00 


122.15 


D 


1 3981 


J 0G1 


THR 


744 


8.139 


16.208 


-25.970 


1.00 


122.30 


D 


1 3982 


CG2 


THR 


744 


7.487 


13.903 


-26.177 


1.00 


122.06 


D 


OC7UO 


! c 


j THR 


744 


8.741 


14.707 


-22.920 


1.00 


I 121.24 


D 


3984 


o 


THR 


744 


I 8.856 


13.595 


-22.399 


1.00 


120.96 


D 


3985 


I ^ 


1 MET 


745 


| 9.549 


1 5.732 


-22.654 


1.00 


120.64 


1 ^ 


3986 


CA 


MET 


745 


10.672 


15.622 


-21 .737 


1.00 


120.07 


D 


3987 


1 CB 


1 MET 


745 


11.523 


16.881 


-21.791 


1.00 


120.38 


1 D 


1 3988 


] CG 


1 MEET 


745 


| 12.995 


16.582 


-21 .729 


1.00 


120.61 


1 ^ 


3989 


SD 


MET 


745 


13.895 


17.821 


-22.630 


1.00 


121.79 


D 


3990 


CE 


MET 


745 


I 14.003 


17.040 


-24.248 


1.00 


121.33 


D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


AIUM 


Al UM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


mm 

B 


ATOM 




3991 


C 


MET 


745 


10.191 


1 5.375 


-20.318 


1.00 


119.16 


D 




3992 


O 


MET 


745 


10.806 


14.616 


-19.571 


1.00 


119.47 


D 


10 


3993 


N 


SER 


746 


9.109 


16.041 


-19.942 


1.00 


117.72 


D 




3994 


CA 


SER 


746 


8.517 


15.831 


-18.627 


1.00 


116.53 


D 




3995 


CB 


SER 


746 


8.322 


14.328 


-18.392 


1.00 


116.85 


D 


15 


3996 


OG 


SER 


746 


7.499 


1 3.735 


-19.384 


1.00 


117.32 


D 




3997 


C 


SER 


746 


9.189 


1 6.409 


-17.376 


1.00 


115.35 


D 




3998 


O 


SER 


746 


8.905 


15.921 


-16.282 


1.00 


115.42 


D 


20 


3999 


N 


ILE 


747 


10.063 


17.403 


-17.490 


1.00 


113.39 


D 


4000 


CA 


ILE 


747 


1 0.676 


17.964 


-16.278 


1.00 


111.23 


D 




4001 


CB 


ILE 


747 


12.094 


18.519 


-16.557 


1.00 


111.42 


D 




4002 


CG2 


ILE 


747 


1 2.783 


18.904 


-15.243 


1.00 


110.85 


D 


25 


4003 


CG1 


ILE 


747 


12.935 


17.448 


-17.254 


1.00 


111.16 


D 




4004 


CD1 


ILE 


747 


14.181 


17.984 


-17.879 


1.00 


111.76 


D 




4005 


C 


ILE 


747 


9.747 


19.085 


-15.788 


1.00 


109.87 


D 


30 


4006 


O 


ILE 


747 


9.137 


1 9.766 


-16.607 


1.00 


109.61 


D 


4007 


N 


GLU 


748 


9.640 


19.276 


-14.474 


1.00 


108.51 


D 




4008 


CA 


GLU 


748 


8.734 


20.295 


-13.913 


1.00 


1 07.39 


D 




4009 


CB 


GLU 


748 


7.711 


19.600 


-12.988 


1.00 


109.23 


D 


35 


4010 


CG 


GLU 


748 


6.248 


19.527 


-13.495 


1.00 


111.40 


D 




4011 


CD 


GLU 


748 


5.994 


18.463 


-14.571 


1.00 


112.97 


D 




4012 


OE1 


GLU 


748 


6.115 


17.248 


-14.275 


1.00 


113.35 


D 


40 


4013 


OE2 


GLU 


748 


5.662 


18.848 


-15.719 


1.00 


113.44 


D 


4014 


C 


GLU 


748 


9.369 


21.484 


-13.147 


1.00 


105.43 


D 




4015 


O 


GLU 


748 


10.173 


21.279 


-12.241 


1.00 


104.77 


D 




4016 


N 


PHE 


749 


8.982 


22.716 


-13.505 


1.00 


1 03.47 


D 




4017 


CA 


PHE 


749 


9.480 


23.942 


-12.843 


1.00 


101.74 


D 




4018 


CB 


PHE 


749 


9.757 


25.045 


-13.883 


1.00 


100.69 


D 




4019 


CG 


PHE 


749 


10.476 


24.565 


-15.115 


1.00 


100.55 


D 


50 


4020 


CD1 


PHE 


749 


11.843 


24.716 


-15.251 


1.00 


99.85 


D 


4021 


CD2 


PHE 


749 


9.778 


23.929 


-16.126 


1.00 


100.99 


D 




4022 


CE1 


PHE 


749 


12.479 


24.254 


-16.373 


1.00 


1 00.32 


D 




4023 


CE2 


PHE 


749 


10.434 


23.445 


-17.259 


1.00 


101.43 


D 


55 


4024 


CZ 


PHE 


749 


11.784 


23.600 


-17.388 


1.00 


100.64 


D 




4025 


C 


PHE 


749 


8.407 


24.441 


-11.841 


1.00 


100.85 


D 
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TABLE 2 (continued) 



BINDING DOMAIN OF GRaJNCOMPL^ 5 



ATOM | ATOM | RESIDUE 
TYPE 



15 



20 



25 



30 



40 



45 



50 



55 



4028 
4029 



4030 
4031 



4037 



4043 



4044 



CG 



N 



CA 



4045 



CB 



4046 



CG 



4047 



SD 



4048 
4049 



4050 



O 



4051 



N 



4058 



4059 
4060 



CA 



MET 



MET 



MET 



MET 



MET 



LEU 



ALA 



752 



752 



752 



10.177 
7.833 



753 



24.417 ! -12.153 
24.926 I -10.648 



25.299 
25.398 



■10.225 
-9.656 



754 



8.692 
9.921 



25.643 
26.205 



-8.426 
-9.021 



B 

100.84 
99.97 



ATOM 



9.331 



9.238 



8.251 



9.899 



753 10.528 



7.531 



26.641 
27.064 



-10.059 
-11.209 



1.00 



99.64 
99.71 



98.99 
98.91 



-9.095 



1.00 



1.00 



99.72 



99.97 



99.33 



-9.985 



28.448 
29.560 



-8.555 
-9.814 



30.073 -10.927 



29.954 
31.031 



-8.949 
-9.258 



1.00 



1.00 



1.00 



1.00 



31.122 



32.386 



33.847 
34.664 
30.868 



-8.124 
-8.854 
-10.663 



31.409 -11.607 



1.00 



101.44 



101.81 
97.74 



96.52 



96.53 



95.56 



96.57 
98.76 



100.33 



30.113 -10.825 



29.942 



28.764 

28.895 

29.374 

27.539 

29.749 

30.188 

29.066 

28.820 



-14.428 
-13.082 
-14.147 



1.00 



93.21 



91.78 
90.35 



1.00 



93.06 



D 



D 



D 



D 



D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




4061 


CB 


ALA 


754 


6.399 


27.933 


-13.633 


1.00 


92.79 


D 




4062 


C 


ALA 


754 


6.964 


30.111 


-14.759 


1.00 


93.82 


D 


10 


4063 


O 


ALA 


754 


6.846 


30.200 


-15.981 


1.00 


93.25 


D 




4064 


N 


GLU 


755 


6.633 


31.101 


-13.914 


1.00 


94.99 


D 




4065 


CA 


GLU 


755 


6.051 


32.400 


-14.331 


1.00 


96.19 


D 


15 


4066 


CB 


GLU 


755 


5.422 


33.117 


-13.095 


1.00 


98.50 


D 




4067 


CG 


GLU 


755 


4.302 


34.197 


-13.363 


1.00 


101.75 


D 




4068 


CD 


GLU 


755 


2.905 


33.824 


-12.782 


1.00 


103.89 


D 


20 


4069 


OE1 


GLU 


755 


2.461 


32.671 


-12.992 


1.00 


104.62 


D 


4070 


OE2 


GLU 


755 


2.244 


34.678 


-12.134 


1.00 


103.97 


D 




4071 


C 


GLU 


755 


7.081 


33.324 


-15.006 


1.00 


95.52 


D 




4072 


O 


GLU 


755 


6.794 


33.972 


-16.019 


1.00 


95.25 


D 


25 


4073 


N 


ILE 


756 


8.281 


33.373 


-14.431 


1.00 


94.75 


D 




4074 


CA 


ILE 


756 


9.363 


34.199 


-14.948 


1.00 


93.22 


D 




4075 


CB 


ILE 


756 


10.523 


34.227 


-13.969 


1.00 


92.05 


D 


30 


4076 


CG2 


ILE 


756 


11.499 


35.314 


-14.336 


1.00 


90.95 


D 


4077 


CG1 


ILE 


756 


9.994 


34.519 


-12.577 


1.00 


91.74 


D 




4078 


CD1 


ILE 


756 


11.064 


34.473 


-11.556 


1.00 


92.95 


D 




4079 


C 


ILE 


756 


9.834 


33.633 


-16.273 


1.00 


93.44 


D 


35 


4080 


O 


ILE 


756 


10.051 


34.383 


-17.224 


1.00 


93.81 


D 




4081 


N 


ILE 


757 


10.003 


32.315 


-16.353 


1.00 


93.62 


D 




4082 


CA 


ILE 


757 


10.420 


31.750 


-17.627 


1.00 


93.95 


D 


40 


4083 


CB 


ILE 


757 


10.494 


30.209 


-17.588 


1.00 


91.75 


D 


4084 


CG2 


ILE 


757 


10.756 


29.669 


-18.975 


1.00 


90.90 


D 




4085 


CG1 


ILE 


757 


11.662 


29.777 


-16.699 


1.00 


91.48 


D 




4086 


CD1 


ILE 


757 


11.660 


28.320 


-16.315 


1.00 


91.10 


D 


AC 


4087 


C 


ILE 


757 


9.367 


32.228 


-18.623 


1.00 


95.85 


D 




4088 


O 


ILE 


757 


9.673 


33.038 


-19.497 


1.00 


95.78 


D 




4089 


N 


THR 


758 


8.127 


31 .764 


-18.448 


1.00 


98.52 


D 


50 


4090 


CA 


THR 


758 


6.979 


32.135 


-19.294 


1.00 


100.72 


D 


4091 


CB 


THR 


758 


5.662 


31.878 


-18.565 


1.00 


100.17 


D 




4092 


OG1 


THR 


758 


5.839 


32.147 


-17.172 


1.00 


99.25 


D 




4093 


CG2 


THR 


758 


5.203 


30.454 


-18.766 


1.00 


100.59 


D 


55 


4094 


C 


THR 


758 


6.944 


33.598 


-19.713 


1.00 


102.85 


D 




4095 


O 


THR 


758 


6.645 


33.923 


-20.865 


1.00 


1 03.24 


D 
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15 



20 



25 



35 



40 



TAB LE 2 (continued) . TT rANin 

BINDING DOMAINOFGF^^ ; " 

RESIDUE 



ATOM 

4096 
4097 



45 



50 



55 



4098 
4099 



4100 



4101 



ATOM 
TYPE 



OD1 



ND2 



4109 



4115 



CB 



4118 



4119 



4120 



4121 



CD1 



O 



N 



4130 



# 



CB 



ILE 



ILE 



ILE 



PRO 



LYS 



34.481 
35.896 



-18.761 
-19.060 



36.708 I -17.770 
38.146 \ -18.032 



1.00 



1.00 



104.57 
106.54 



107.18 



108.22 



108.54 
108.86 



12.011 
12.186 
12.179 
12.858 
11.419 
10.891 
11.477 



10.367 
10.535 



9.503 
9.809 



34.259 | -21.953 
33.528 I -23.207 



32.391 I -23.353 
31.596 -24.622 



113.09 



113.70 



9.552 T 31.469 -22.123 



"761 10.328 T 30.1731^22^12 



761 



10.548 I 34.363 -24.495 



761 



11.522 | 34.313 -25.248 



762 



9.484 | 35.145 -24.769 



35.427 -24.001 



763 



35. 936 I -26.007 

^36.547 I -26.059 

36.732 I -24.614 

36.994 I -26.021 



1.00 



1.00 



1.00 



1.00 



114.19 



1 1 3.79 
113.02 



116.87 



116.74 



118.80 



119.13 



36 .822 -26.673 
38.073 | -25.277 
39.196 I -25.192 



10.961 



40.075 -23.995 



1.00 



1.00 



120.40 
119.76 



119.02 



122.03 



1.00 



1.00 



122.16 
123.92 



126.19 



125.74 



D 
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TABLE 2 (continued) 





ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


A I UM 


Al UM 

TYPE 


HbolDUc 


# 


X 


Y 


z 


OCC 


D 


ATAK 

ATOM 




4131 


CG 


LYS 


763 


11.310 


39.457 


-22.655 


1.00 


125.82 


D 




4132 


CD 


LYS 


763 


11.180 


40.457 


-21.515 


1.00 


1 25.86 


D 


10 


4133 


CE 


LYS 


763 


9.724 


40.759 


-21.192 


1.00 


125.93 ' 


D 




4134 


N2 


LYS 


763 


9.571 


41.658 


-20.007 


1.00 


125.34 


D 




4135 


C 


LYS 


763 


12.860 


38.919 


-25.132 


1.00 


127.80 


D 


15 


4136 


O 


LYS 


763 


13.655 


39.762 


-25.567 


1.00 


127.81 


D 




4137 


N 


TYR 


764 


13.267 


37.765 


-24.596 


1.00 


129.73 


D 




4138 


CA 


TYR 


764 


14.693 


37.418 


-24.475 


1.00 


131.28 


D 




4139 


CB 


TYR 


764 


14.902 


36.263 


-23.481 


1.00 


132.18 


D 


20 


4140 


CG 


TYR 


764 


15.676 


36.665 


-22.250 


1.00 


1 33.74 


D 




4141 


CD1 


TYR 


764 


15.034 


36.789 


-21.018 


1.00 


134.37 


D 




4142 


CE1 


TYR 


764 


1 5.704 


37.278 


-19.901 


1.00 


134.88 


D 


25 


4143 


CD2 


TYR 


764 


17.024 


37.026 


-22.333 


1.00 


134.58 


D 




4144 


CE2 


TYR 


764 


17.707 


37.520 


-21.218 


1.00 


135.24 


D 




4145 


CZ 


TYR 


764 


17.036 


37.647 


-20.007 


1.00 


135.32 


D 


30 


4146 


OH 


TYR 


764 


17.675 


38.185 


-18.917 


1.00 


135.01 


D 


4147 


C 


TYR 


764 


15.368 


37.017 


-25.772 


1.00 


131.67 


D 




4148 


O 


TYR 


764 


16.127 


37.783 


-26.367 


1.00 


131.64 


D 




4149 


N 


SER 


765 


15.083 


35.780 


-26.172 


1.00 


132.33 


D 


35 


4150 


CA 


SER 


765 


1 5.635 


35.159 


-27.370 


1.00 


132.82 


D 




4151 


CB 


SER 


765 


14.650 


34.105 


-27.914 


1.00 


133.31 


D 




4152 


OG 


SER 


765 


13.399 


34.665 


-28.285 


1.00 


133.84 


D 


40 


4153 


C 


SER 


765 


16.065 


36.119 


-28.483 


1.00 


132.44 


D 


4154 


0 


SER 


765 


17.177 


36.004 


-29.004 


1.00 


1 32.68 


D 




4155 


N 


ASN 


766 


15.198 


37.067 


-28.832 


1.00 


131.53 


D 




4156 


CA 


ASN 


766 


15.490 


38.038 


-29.891 


1.00 


130.64 


D 


AC 


4157 


CB 


ASN 


766 


14.310 


38.993 


-30.082 


1.00 


1 31 .00 


D 




4158 


CG 


ASN 


766 


13.031 


38.461 


-29.492 


1.00 


131.52 


D 




4159 


OD1 


ASN 


766 


12.942 


38.226 


-28.287 


1.00 


131.69 


D 


50 


4160 


ND2 


ASN 


766 


12.023 


38.272 


-30.334 


1.00 


132.24 


D 


4161 


C 


ASN 


766 


16.739 


38.884 


-29.629 


1.00 


129.71 


D 




4162 


O 


ASN 


766 


17.771 


38.718 


-30.286 


1.00 


129.98 


D 




4163 


N 


GLY 


767 


16.615 


39.807 


-28.673 


1.00 


128.24 


D 


55 


4164 


CA 


GLY 


767 


17.712 


40.697 


-28.317 


1.00 


125.71 


D 




4165 


C 


GLY 


767 


17.254 


42.145 


-28.215 


1.00 


1 23.58 


D 
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20 
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35 



TABLE 2 (continued) 



BINDING DOMAIN OFGRalNC^ ^ r j ' ATOM 



ATOM 



40 



45 



4166 



4167 



ATOM | RESIDUE 
TYPE 

" GLY 
ASN 



N 



50 



4168 CA 



CB 



4169 



4170 CG 



4171 



OD1 



55 



4172 ! ND2 
4173 



4174 



4175 
4176 



4177 



4178 



4179 
4180 
4181 
4182 



4183 
4184 



N 

CA 



CB 



CG2 



CG1 
CD1 



4185 



4186 



4187 
4188 



4189 



N 

CA 



CB 



CG 
~CD 
~CE 



NZ 



41 90 
4191 
4192 
4193 



N 
"CA 
"CB 
CG 
~CD 
~CE 

"nz 



ASN 
ASN 



ASN 
ASN 



ASN 
ASN 
ASN 

Tle 

"iLE 



ILE 



ILE 



ILE 
"iLE 

Ile 
Ile 



LYS 

Tys 



LYS 



LYS 



LYS 
LYS 



LYS 



LYS 
LYS 
LYS 
~LYS 
LYS 
LYS 
LYS 
LYS 

Tys 

LYS 
LYS 



# 



767 
768 



18.001 
16.013 



768 15.382 



43.076 I -28.523 
42.326 I -27761 



1.00 
1.00 



"43.638 | -27.618 1.00 



1 23.67 
121.21 



117.93 



D 



118.56 



"768 I 12.763 



41 



.449 | -28.629 1-00 



768 14.463 



42.109 I -29.953 1-00 



119.51 



119.65 



7^111529^1 44^661^2^171 



1.00 



768 



14.715 



44.963 



25.687 1-00 



42.7 00 -23.276 1.00 
42.736 -22.253 1-00 



119.47 



115.24 
115.25 
111.53 
106.35 



769 17.010 



76 g 18.139 



1 06.72 



769 
769 
769 
769 



1 5.637 I 42.466 -22.633 



1.00 



15.483 



41.092 -21.955 1-00 



18 
19 



770 



18 



"^27 l 44.58 6 -24.175 
^6 | 44.1 66 j -25.013 
W 45.512| -23.283 



1.00 
1.00 



1.00 



105.96 

107.12 

106.83 

102.35 

101.64 



770 20.114 



46.079 -23.315 1-00 



7^ TiT^ )Z8^85j2E^ 



1.00 



97.33 



92.92 



1.00 



770 21.191 



^^TT-23.030 LOO 



770 22.458 50.541 -22.808 



1.00 



92.48 



91.34 



91.61 
91.57 



90.52 



46.128 I - 21 .090 T 1-00 
"-22.579 1^00 



90.16 



770 21.028 
"771 I 21 .932 

771 | 22.933 I 44.147 



44.690 



771 
771 

771 

1t\ 

771 
~7T\ 



23.574 

22.605 

23.387 

22.882 

21.669 

24.018 

24.694 



42.904 

41.810 

40.601 

40.087 

39.229 

45.201 

45.568 



-21 .675 I 1.00 
-22.294 j 1-00 
^22J45| 1^00 



-23.265 
-24.616 
-24.522 
-21 .475 
-22.429 



1.00 

Too 

1.00 
1.00 
1.00 



89.69 
86.93 
83.50 
82.69 
~82J0 
83.42 
84.30 
85.18 
81.53 
82.12 



D 



D 



D 



D 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 




4201 


N 


LEU 


772 


24.186 


45.699 


-20.255 


1.00 


78.85 


D 




4202 


CA 


LEU 


772 


25.231 


46.689 


-20.003 


1.00 


76.42 


D 


10 


4203 


CB 


LEU 


772 


25.041 


47.322 


-18.636 


1.00 


74.60 


D 




4204 


CG 


LEU 


772 


23.598 


47.702 


-18.351 


1.00 


73.45 


D 




4205 


CD1 


LEU 


772 


23.524 


48.369 


-17.001 


1.00 


73.02 


D 


15 


4206 


CD2 


LEU 


772 


23.085 


48.628 


-19.433 


1.00 


72.99 


D 




4207 


C 


LEU 


772 


26.570 


45.963 


-20.024 


1.00 


75.82 


D 




4208 


O 


LEU 


772 


26.662 


44.825 


-19.574 


1.00 


76.10 


D 


20 


4209 


N 


LEU 


773 


27.610 


46.601 


-20.539 


1.00 


74.99 


D 


4210 


CA 


LEU 


773 


28.918 


45.951 


-20.573 


1.00 


74.05 


D 




4211 1 


CB 


LEU 


773 


29.267 


45.552 


-22.010 


1.00 


72.45 


D 




4212 


CG 


LEU 


773 


28.437 


44.416 


-22.609 


1.00 


71.06 


D 


25 


4213 


CD1 


LEU 


773 


29.066 


43.982 


-23.912 


1.00 


71.54 


D 




4214 


CD2 


LEU 


773 


28.400 


43.230 


-21.661 


1.00 


70.94 


D 




4215 


C 


LEU 


773 


30.004 


46.862 


-20.008 


1.00 


74.26 


D 


30 


4216 


O 


LEU 


773 


29.873 


48.077 


-20.072 


1.00 


73.55 


D 


4217 


N 


PHE 


774 


31.059 


46.285 


-19.429 


1.00 


75.24 


D 




4218 


CA 


PHE 


774 


32.150 


47.111 


-18.900 


1.00 


76.92 


D 




4219 


CB 


PHE 


774 


32.838 


46.449 


-17.713 


1.00 


73.36 


D 


35 


4220 


CG 


PHE 


774 


32.052 


46.531 


-16.459 


1.00 


69.34 


D 




4221 


CD1 


PHE 


774 


32.009 


47.707 


-15.728 


1.00 


67.48 


D 




4222 


CD2 


PHE 


774 


31 .282 


45.461 


-16.055 


1.00 


67.60 


D 


40 


4223 


CE1 


PHE 


774 


31.204 


47.812 


-14.611 


1.00 


66.27 


D 


4224 


CE2 


PHE 


774 


30.478 


45.558 


-14.942 


1.00 


67.12 


D 




4225 


CZ 


PHE 


774 


30.433 


46.734 


-14.219 


1.00 


66.31 


D 




4226 


C 


PHE 


774 


33.172 


47.334 


-19.988 


1.00 


80.21 


D 


AC 

45 


4227 


O 


PHE 


774 


33.761 


48.404 


-20.093 


1.00 


81.43 


D 




4228 


N 


HIS 


775 


33.377 


46.298 


-20.792 


1.00 


83.76 


D 




4229 


CA 


HIS 


775 


34.315 


46.337 


-21 .900 


1.00 


87.34 


D 


50 


4230 


CB 


HIS 


775 


35.406 


45.269 


-21.716 


1.00 


87.97 


D 


4231 


CG 


HIS 


775 


36.023 


45.254 


-20.355 


1.00 


89.06 


D 




4232 


CD2 


HIS 


775 


36.094 


44.285 


-19.412 


1.00 


89.60 


D 




4233 


ND1 


HIS 


775 


36.681 


46.347 


-19.817 


1.00 


89.65 


D 


55 


4234 


CE1 


HIS 


775 


37.127 


46.045 


-18.614 


1.00 


90.20 


D 




4235 


NE2 


HIS 


775 


36.781 


44.793 


-18.343 


1.00 


90.43 


D 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 



ATOM 


ATOM 
TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


4236 


C 


HIS 


775 


33.501 


46.008 


-23.154 


1.00 


90.31 


D 


4237 


0 


HIS 


775 


32.754 


45.028 


-23.157 


1.00 


90.35 


D 


4238 


N 


GLN 


776 


33.632 


46.820 


-24.204 


1.00 


94.37 


D 


4239 


CA 


GLN 


776 


32.908 


46.573 


-25.460 


1.00 


98.31 


D 


4240 


CB 


GLN 


776 


32.564 


47.907 


-26.159 


1.00 


98.95 


D 


4241 


CG 


GLN 


776 


33.657 


48.474 


-27.093 


1.00 


101.45 


D 


4242 


CD 


GLN 


776 


33.554 


47.974 


-28.542 


1.00 


102.22 


D 


4243 


OE1 


GLN 


776 


34.518 


48.065 


-29.312 


1.00 


101.71 


D 


4244 


NE2 


GLN 


776 


32.381 


47.461 


-28.917 


1.00 


1 02.39 


D 


4245 


C 


GLN 


776 


33.792 


45.706 


-26.379 


1.00 


100.33 


D 


4246 


0 


GLN 


776 


34.989 


45.974 


-26.503 


1.00 


100.20 


D 


4247 


N 


LYS 


777 


33.216 


44.672 


-27.002 


1.00 


1 02.72 


D 


4248 


CA 


LYS 


777 


33.980 


43.789 


-27.907 


1.00 


104.94 


D 


4249 


CB 


LYS 


777 


33.202 


42.488 


-28.214 


1.00 


105.65 


D 


4250 


CG 


LYS 


777 


33.654 


41 .700 


-29.491 


1.00 


107.33 


D 


4251 


CD 


LYS 


777 


35.101 


41.162 


-29.441 


1.00 


108.50 


D 


4252 


CE 


LYS 


777 


35.521 


40.502 


-30.770 


1.00 


108.49 


D 


4253 


NZ 


LYS 


777 


35.344 


41.407 


-31 .944 


1.00 


109.12 


D 


4254 


C 


LYS 


777 


34.319 


44.498 


-29.219 


1.00 


1 05.76 


D 


4255 


0 


LYS 


777 


35.517 


44.512 


-29.589 


1.00 


105.96 


D 


4256 


OXT 


LYS 


777 


33.383 


45.021 


-29.864 


1.00 


106.30 


D 


4257 


CB 


LYS 


740 


-1.776 


39.602 


-15.630 


1.00 


141.89 


E 


4258 


CG 


LYS 


740 


-2.166 


39.561 


-14.148 


1.00 


142.72 


E 


4259 


CD 


LYS 


740 


-3.686 


39.652 


-13.989 


1.00 


143.70 


E 


4260 


CE 


LYS 


740 


-4.115 


39.873 


-12.539 


1.00 


144.27 


E 


4261 


NZ 


LYS 


740 


-5.554 


40.272 


-12.441 


1.00 


144.10 


E 


4262 


C 


LYS 


740 


0.614 


38.879 


-15.391 


1.00 


140.04 


E 


4263 


0 


LYS 


740 


0.331 


38.231 


-14.381 


1.00 


139.91 


E 


4264 


N 


LYS 


740 


-0.112 


40.246 


-17.356 


1.00 


141.08 


E 


4265 


CA 


LYS 


740 


-0.313 


39.979 


-15.902 


1.00 


140.87 


E 


4266 


N 


GLU 


741 


1.719 


38.664 


-16.097 


1.00 


138.85 


E 


4267 


CA 


GLU 


741 


2.688 


37.662 


-15.678 


1.00 


137.18 


E 


4268 


CB 


GLU 


741 


3.798 


37.516 


-16.727 


1.00 


138.20 


E 


4269 


CG 


GLU 


741 


4.326 


36.108 


-16.872 


1.00 


139.42 


E 


4270 


CD 


GLU 


741 


3.287 


35.187 


-17.456 


1.00 


140.29 


E 
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TABLE 2 (continued) 



ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRct IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 



ATOM 


ATOM 
TYPE 


RFSIDUF 


ft 


Y 

s\ 


v 


7 


ncc 


Q 
D 


ATOM 

M 1 \J\V\ 


4271 


OE1 


GLU 


741 


2.190 


35.093 


-16.867 


1.00 


140.93 


E 


4272 


OE2 


GLU 


741 


3.559 


34.562 


-18.502 


1.00 


1 40.86 


E 


4273 


C 


GLU 


741 


3.290 


38.208 


-14.386 


1.00 


134.99 


E 


4274 


o 


GLU 


741 


3.029 


39.350 


-14.006 


1.00 


134.69 


E 


4275 


N 


ASN 


742 


4.084 


37.385 


-13.708 


1.00 


1 32.25 


E 


4276 


CA 


ASN 


742 


4.755 


37.799 


-12.483 


1.00 


129.12 


E 


4277 


CB 


ASN 


742 


5.828 


38.841 


-12.837 


1.00 


130.35 


E 


4278 


CG 


ASN 


742 


6.642 


38.448 


-14.068 


1.00 


130.69 


E 


4279 


OD1 


ASN 


742 


6.467 


39.011 


-15.150 


1.00 


130.62 


E 


4280 


ND2 


ASN 


742 


7.525 


37.466 


-13.906 


1.00 


130.78 


E 


4281 


C 


ASN 


742 


3.846 


38.329 


-11.365 


1.00 


126.11 


E 


4282 


O 


ASN 


742 


4.167 


39.325 


-10.706 


1.00 


1 25.74 


E 


4283 


N 


ALA 


743 


2.718 


37.661 


-11.156 


1.00 


122.24 


E 


4284 


CA 


ALA 


743 


1.797 


38.047 


-10.095 


1.00 


117.75 


E 


4285 


CB 


ALA 


743 


0.469 


37.301 


-10.236 


1.00 


118.53 


E 


4286 


C 


ALA 


743 


2.469 


37.695 


-8.769 


1.00 


114.59 


E 


4287 


O 


ALA 


743 


2.385 


38.455 


-7.806 


1.00 


114.16 


E 


4288 


N 


LEU 


744 


3.154 


36.553 


-8.717 


1.00 


110.51 


E 


4289 


CA 


LEU 


744 


3.823 


36.170 


-7.480 


1.00 


106.08 


E 


4290 


CB 


LEU 


744 


4.327 


34.718 


-7.543 


1.00 


105.35 


E 


4291 


CG 


LEU 


744 


4.090 


33.917 


-6.245 


1.00 


104.62 


E 


4292 


CD1 


LEU 


744 


4.547 


32.469 


-6.396 


1.00 


103.98 


E 


4293 


CD2 


LEU 


744 


4.827 


34.584 


-5.099 


1.00 


104.60 


E 


4294 


C 


LEU 


744 


4.973 


37.134 


-7.143 


1.00 


1 03.50 


E 


4295 


O 


LEU 


744 


5.201 


37.421 


-5.971 


1.00 


1 03.23 


E 


4296 


N 


LEU 


745 


5.682 


37.650 


-8.151 


1.00 


100.22 


E 


4297 


CA 


LEU 


745 


6.791 


38.587 


-7.894 


1.00 


97.11 


E 


4298 


CB 


LEU 


745 


7.598 


38.878 


-9.172 


1.00 


95.13 


E 


4299 


CG 


LEU 


745 


9.114 


38.639 


-9.295 


1.00 


92.39 


E 


4300 


CD1 


LEU 


745 


9.534 


39.232 


-10.627 


1.00 


91.20 


E 


4301 


CD2 


LEU 


745 


9.924 


39.266 


-8.162 


1.00 


90.98 


E' 


4302 


C 


LEU 


745 


6.295 


39.921 


-7.340 


1.00 


95.69 


E 


4303 


o 


LEU 


745 


6.781 


40.383 


-6.305 


1.00 


95.37 


E 


4304 


N 


ARG 


746 


5.340 


40.553 


-8.026 


1.00 


94.08 


E 


4305 


CA 


ARG 


746 


4.847 


41.827 


-7.528 


1.00 


91.98 


E 
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TABLE 2 (continued) 

. , , ~~ OCC ' sl 



ATOM 

4306 
4307 



50 



55 



4308 



4309 



4310 
4311 



4312 
4313 
4314 



ATOM 
TYPE 

CB 

CG 



CD 



NE 



CZ 
NH1 



RESIDUE 

ARG 
ARG 



ARG 



ARG 



ARG 
ARG 



NH2 
C 
O 



ARG 
ARG 
ARG 



4315 
4316 



4317 



4318 



4319 
4320 



4321 



4322 



N 

CA 



TYR 
TYR 



CB 



TYR 



CG 
CD1 

ciT 



TYR 
TYR 
TYR 



CD2 



TYR 



4323 



4324 



4325 



4326 



CE2 



TYR 



CZ 



OH 



TYR 
TYR 



TYR 
TYR 



4327 



4328 
4329 



4330 



4331 



4332 



4333 



4334 
4335 



N 



CA 
CB 



LEU 

liu 

LEU 



CG 



LEU 



CD1 



LEU 



CD2 



LEU 



4336 



4337 
4338 
4339 
4340 



O 
N 



CA 
CB 
CG 
CD1 
~CD2 



LEU 
LEU 

liu 

LEU 

liu 

LEU 

liu 

LEU 



# 

746 
746 



746 
746 



746 
746 



746 
746 
746 



3.666 
3.300 



42.370 
43.811 



747 
747 



747 



747 
~747 
747 



747 



747 



747 
747 



747 
747 



748 
748 
748 



748 



748 



748 



748 

748 

749 

749 

749 

749 

749 

749 



2.281 
2.756 



44.580 



-8.359 
-7.933 



1.00 
1.00 



B 

9278 
95.34 



-8.816 



45.145 -10.091 



2.598 
1.992 



2.962 
4.439 
4.742 



3.785 
3.362 



2.558 



2.370 
1.515 
1.416 
3.110 
3.020 



2.179 
2.144 



4.571 
4.569 



5.602 
6.813 
7.723 



7.137 



7.795 



7.322 
7.592 
8.220 
7.535 
8.243 
8.470 
9.614 
9.654 
10.916 



44.566 
43.386 



•11.287 
-11.381 



1.00 



96.94 



1.00 



99.07 



1.00 



100.49 



ATOM 

E 
E 



45.204 
41.650 
42.493 



40.536 
40.281 



-12.397 
-6.072 
-5.237 
-5.754 
-4.379 



1.00 



100.23 



38.960 



38.390 
38.992 
38.512 
37.283 
36.801 



-4.304 

-2.904 

-1.981 

-0.669 

-2.487 

-1.187 



37.422 
36.982 



-0.280 
1.024 



1.00 
1.00 
1.00 
1.00 
1.00 



100.52 
90.46 
89.72 
89.44 
88.36 



1.00 

1.00 

1.00 

1.00 

1.00 

1.00 



8674 

85.09 

84.23 

84.20 

84.97 

84.52 



40.244 
40.907 



-3.431 
-2.394 



39.494 
39.348 
38.291 



-3.810 
-2.999 



-3.635 



36.874 



-3.615 



1.00 
1.00 



84.47 
84.78 



1.00 



88.64 



1.00 
1.00 
1.00 



1.00 



1.00 



36.025 



-4.684 



36.254 
40.642 
40.826 
41.541 
42.816 



-2.236 
-2.778 
-1 .734 



-3.758 
-3.678 



1.00 
1.00 
1.00 
1.00 



88.55 



89.68 



89.96 



88.64 



87.96 



87.83 



86.92 



90.99 



90.21 



43.365 
42.671 
43.080 
43.016 



-5.094 
-5.837 



1.00 
1.00 



-7.295 



-5.133 



1.00 
1.00 



1.00 



1.00 



93.07 
95.67 



92.83 
90.56 



88.14 
89.43 



E 
E 
E 
E 
E 



E 

E 

E 

E 

E 

E 



E 
E 



E 
E 



E 
E 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


ATAl A 

ATOM 


ATOM 

TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


a ~y~ ft J 

ATOM 




4341 


C 


LEU 


749 


7.578 


43.886 


-2.811 


1.00 


98.99 


E 




4342 


0 


LEU 


749 


8.202 


44.904 


-2.501 


1.00 


99.50 


E 


10 


4343 


N 


ASP 


750 


6.330 


43.648 


-2.404 


1.00 


103.16 


E 




4344 


CA 


ASP 


750 


5.579 


44.607 


-1.587 


1.00 


107.11 


E 




4345 


CB 


ASP 


750 


4.152 


44.727 


-2.135 


1.00 


1 06.92 


E 


15 


4346 


CG 


ASP 


750 


4.053 


45.700 


-3.301 


1.00 


107.42 


E 




4347 


OD1 


ASP 


750 


4.995 


45.742 


-4.122 


1.00 


1 07.42 


E 




4348 


OD2 


ASP 


750 


3.034 


46.421 


-3.408 


1.00 


1 07.60 


E 


20 


4349 


C 


ASP 


750 


5.542 


44.392 


-0.063 


1.00 


110.57 


E 


4350 


0 


ASP 


750 


5.804 


45.327 


0.692 


1.00 


110.50 


E 




4351 


N 


LYS 


751 


5.227 


43.182 


0.398 


1.00 


114.91 


E 




4352 


CA 


LYS 


751 


5.157 


42.897 


1.845 


1.00 


119.84 


E 


25 


4353 


CB 


LYS 


751 


4.738 


41.430 


2.053 


1.00 


120.51 


E 




4354 


CG 


LYS 


751 


5.442 


40.409 


1.165 


1.00 


121.28 


E 




4355 


CD 


LYS 


751 


5.130 


39.006 


1.655 


1.00 


122.93 


E 


30 


4356 


CE 


LYS 


751 


5.522 


38.865 


3.125 


1.00 


124.03 


E 


4357 


NZ 


LYS 


751 


4.915 


37.676 


3.787 


1.00 


124.84 


E 




4358 


C 


LYS 


751 


6.425 


43.218 


2.677 


1.00 


122.73 


E 




4359 


0 


LYS 


751 


7.049 


44.262 


2.478 


1.00 


122.86 


E 


35 


4360 


N 


ASP 


752 


6.765 


42.351 


3.641 


1.00 


126.13 


E 




4361 


CA 


ASP 


752 


7.964 


42.504 


4.492 


1.00 


1 29.40 






4362 


CB 


ASP 


752 


9.183 


42.759 


3.586 


1.00 


130.18 


E 


40 


4363 


CG 


ASP 


752 


10.443 


42.073 


4.084 


1.00 


131.66 


E 


4364 


OD1 


ASP 


752 


1 0.786 


42.244 


5.275 


1.00 


132.08 


E 




4365 


OD2 


ASP 


752 


11.097 


41.367 


3.281 


1.00 


1 32.63 


E 




4366 


C 


ASP 


752 


7.960 


43.562 


5.638 


1.00 


130.58 


E 


AC 

45 


4367 


0 


ASP 


752 


7.487 


44.684 


5.459 


1.00 


131.17 


E 




4368 


N 


ASP 


753 


8.496 


43.162 


6.807 


1.00 


1 32.38 


E 




4369 


CA 


ASP 


753 


8.673 


43.970 


8.046 


1.00 


133.53 


E 


50 


4370 


CB 


ASP 


753 


7.392 


44.726 


8.497 


1.00 


134.59 


E 


4371 


CG 


ASP 


753 


7.602 


45.573 


9.796 


1.00 


134.88 


E 




4372 


OD1 


ASP 


753 


7.631 


45.005 


10.915 


1.00 


135.11 


E 




4373 


OD2 


ASP 


753 


7.740 


46.814 


9.695 


1.00 


134.97 


E 


55 


4374 


C 


ASP 


753 


9.092 


43.000 


9.154 


1.00 


1 33.95 


E 




4375 


0 


ASP 


753 


10.293 


42.981 


9.496 


1.00 


134.41 


E 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRoc IN COMPLEX WITH FLUTICASONE PROPIONATE AND ATIF2 FRAGMENT 


5 


A I UM 


Al vJIVI 

TYPE 


KcolUUh 




X 


Y 


L 


occ 


B 


ATOM 




4411 


C1 


FLU 


2 


18.731 


25.721 


-9.807 


1.00 


66.81 


F 




4412 


C2 


FLU 


2 


1 9.386 


25.696 


-8.652 


1.00 


65.83 


F 


70 


4413 


C3 


FLU 


2 


20.603 


26.567 


-8.540 


1.00 


66.00 


F 




4414 


C4 


FLU 


2 


21.052 


27.321 


-9.758 


1.00 


65.97 


F 




4415 


C5 


FLU 


2 


20.346 


27.301 


-10.888 


1.00 


66.75 


F 


15 


4416 


C6 


FLU 


2 


20.870 


28.079 


-12.060 


1.00 


67.70 


F 




4417 


F61 


FLU 


2 


22.113 


28.603 


-11.869 


1.00 


67.61 


F 




4418 


C7 


FLU 


2 


20.975 


27.192 


-13.299 


1.00 


67.74 


F 


20 


4419 


C8 


FLU 


2 


19.740 


26.304 


-13.471 


1.00 


70.03 


F 


4420 


C9 


FLU 


2 


19.217 


25.580 


-12.225 


1.00 


69.01 


F 




4421 


C10 


FLU 


2 


19.073 


26.521 


-11.026 


1.00 


67.85 


F 




4422 


C11 


FLU 


2 


18.071 


24.593 


-12.461 


1.00 


69.61 


F 


25 


4423 


C12 


FLU 


2 


18.023 


23.880 


-13.813 


1.00 


72.06 


F 




4424 


C13 


FLU 


2 


18.345 


24.746 


-15.029 


1.00 


73.82 


F 




4425 


C14 


FLU 


2 


1 9.647 


25.492 


-14.762 


1.00 


72.07 


F 


30 


4426 


C15 


FLU 


2 


20.287 


25.940 


-16.075 


1.00 


73.54 


F 


4427 


C16 


FLU 


2 


19.659 


24.961 


-17.062 


1.00 


74.63 


F 




4428 


C17 


FLU 


2 


18.758 


23.991 


-16.287 


1.00 


77.21 


F 




4429 


C18 


FLU 


2 


17.155 


25.681 


-15.219 


1.00 


72.30 


F 


35 


4430 


C19 


FLU 


2 


17.921 


27.513 


•11.113 


1.00 


68.89 


F 




4431 


C20 


FLU 


2 


17.540 


23.530 


-17.071 


1.00 


79.04 


F 




4432 


S21 


FLU 


2 


16.760 


21.975 


-16.623 


1.00 


81.55 


F 


40 


4433 


C21 


FLU 


2 


1 5.234 


22.064 


-17.575 


1.00 


83.80 


F 


4434 


F21 


FLU 


2 


14.313 


22.715 


-16.813 


1.00 


86.86 


F 




4435 


C22 


FLU 


2 


20.799 


24.580 


-17.998 


1.00 


74.95 


F 




4436 


F1 


FLU 


2 


20.223 


24.708 


-11.913 


1.00 


70.32 


F 




4437 


01 


FLU 


2 


21.233 


26.659 


-7.481 


1.00 


68.73 


F 




4438 


02 


FLU 


2 


16.816 


25.254 


-12.348 


1.00 


69.31 


F 




4439 


03 


FLU 


2 


1 9.455 


22.843 


-15.815 


1.00 


80.25 


F 


50 


4440 


04 


FLU 


2 


17.083 


24.202 


-17.994 


1.00 


79.76 


F 


4441 


C 


FLU 


2 


19.977 


21.889 


-16.658 


1.00 


82.09 


F 




4442 


CC 


FLU 


2 


20.497 


20.676 


-15.905 


1.00 


81.78 


F 




4443 


CC3 


FLU 


2 


21.989 


20.751 


-15.572 


1.00 


78.23 


F 


55 


4444 


O 


FLU 


2 


20.024 


21.982 


-17.881 


1.00 


84.06 


F 




4445 


o 


HOH 




19.523 


33.396 


-3.571 


1.00 


76.62 


W 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


Al UM 


ATOM 

TYPE 


HtolUUt 


# 


X 


Y 


Z 


OCC 


B 


AT/M J 

ATOM 




4481 


O 


HOH 


37 


43.568 


3.880 


17.239 


1.00 


80.95 


W 




4482 


O 


HOH 


38 


-2.757 


39.376 


-25.950 


1.00 


94.87 


W 


10 


4483 


O 


HOH 


39 


37.467 


5.537 


29.129 


1.00 


102.58 


W 




4484 


O 


HOH 


40 


18.443 


9.340 


-17.496 


1.00 


75.91 


W 




4485 


O 


HOH 


41 


58.946 


27.891 


16.135 


1.00 


117.13 


W 


15 


4486 


O 


HOH 


42 


29.763 


47.759 


-26.838 


1.00 


87.96 


W 




4487 


O 


HOH 


43 


38.372 


-23.387 


18.058 


1.00 


88.20 


W 




4488 


O 


HOH 


44 


2.160 


53.587 


-26.952 


1.00 


103.43 


W 


20 


4489 


O 


HOH 


45 


15.637 


33.354 


6.623 


1.00 


78.76 


W 


4490 


O 


HOH 


46 


36.791 


8.067 


1.836 


1.00 


92.22 


W 




4491 


O 


HOH 


47 


41.420 


-19.727 


12.465 


1.00 


90.65 


W 




4492 


O 


HOH 


48 


35.606 


42.694 


-34.099 


1.00 


92.07 


W 


25 


4493 


O 


HOH 


49 


9.972 


40.686 


-28.976 


1.00 


90.64 


W 




4494 


O 


HOH 


50 


56.197 


25.170 


9.346 


1.00 


102.45 


W 




4495 


O 


HOH 


51 


45.027 


-14.654 


-8.801 


1.00 


73.69 


W 


30 


4496 


o 


HOH 


52 


1.523 


47.124 


-14.313 


1.00 


79.60 


W 


4497 


o 


HOH 


53 


48.094 


20.357 


-1.285 


1.00 


63.38 


W 




4498 


o 


HOH 


54 


-3.646 


36.748 


-23.378 


1.00 


89.36 


W 




4499 


o 


HOH 


55 


54.686 


-16.296 


13.451 


1.00 


93.02 


W 


35 


4500 


o 


HOH 


56 


18.176 


19.988 


-29.385 


1.00 


85.25 


W 




4501 


o 


HOH 


57 


18.017 


7.401 


19.131 


1.00 


89.90 


W 




4502 


0 


HOH 


58 


46.405 


10.360 


-8.409 


1.00 


79.17 


w 


40 


4503 


0 


HOH 


59 


60.377 


-2.468 


19.274 


1.00 


93.48 


w 


4504 


0 


HOH 


60 


-2.437 


45.083 


-20.632 


1.00 


102.27 


w 




4505 


0 


HOH 


61 


38.901 


33.047 


-19.920 


1.00 


80.62 


w 




4506 


0 


HOH 


62 


28.293 


32.129 


-28.814 


1.00 


87.71 


w 




4507 


0 


HOH 


63 


44.732 


10.741 


-4.492 


1.00 


81.65 


w 




4508 


0 


HOH 


64 


24.682 


4.218 


-1 .857 


1.00 


76.04 


w 




4509 


o 


HOH 


65 


31.637 


0.342 


25.661 


1.00 


82.29 


w 


50 


4510 


o 


HOH 


66 


4.471 


24.618 


-9.189 


1.00 


90.31 


w 


4511 1 


o 


HOH 


67 


30.941 


3.201 


26.651 


1.00 


103.40 


w 




4512 


o 


HOH 


68 


39.603 


1.672 


28.491 


1.00 


113.23 


w 




4513 


0 


HOH 


69 


30.027 


53.782 


2.347 


1.00 


86.93 


w 


55 


4514 


o 


HOH 


70 


24.112 


8.345 


20.698 


1.00 


83.64 


w 




4515 


0 


HOH 


71 


11.238 


11.421 


-10.129 


1.00 


104.98 


w 
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ATOM 



ATOM I RESIDUE 
TYPE 



10 



15 



\ 4516 [ 


o [ 


HOH 


I 4517 | 


0 j 


HOH 


j 4518 I 


0 I 


HOH 


J 4519 


j 0 


I HOH 


| 4520 


I 0 


| HOH 


[ 4521 


I 0 


| HOH 



72 
73 



10.919 
37.382 



8.389 
35.007 



■11.074 
1.398 



74 
75 



44.332 
9.555 



76 
77 



22.671 
~4J72 



42.288 I -22.956 
39.664 J 1-611 
~~ 1 .881 



20 



25 



4522 T 




HOH | 


~4523 [ 


0 [ 


" 0H l_ 


4524 [ 


o [ 


HOH J_ 


i 4525 j 


O 


HOlT^T 


4526 


0 


HQ" T 


~~4527 




j HOH j 


j 4528 


I ° 




| 4529 


I 0 


HOH 


| 4530 


0 


I HOH 



78 

79 

80 

81 

82 

83 
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ATOMIC STRUCTURE COORDINATE DATA OBTAINED FROM X-RAY DIFFRACTION FROM THE LIGAND 
BINDING DOMAIN OF GRa IN COMPLEX WITH FLUTICASONE PROPIONATE AND A TIF2 FRAGMENT 


5 


A I UM 


A I UM 
TYPE 


RtblDUE 


# 


X 


Y 


z 


occ 


B 


AT /""Nil A 

ATOM 




4551 


O 


HOH 


107 


26.576 


57.319 


-16.982 


1.00 


115.17 


W 




4552 


0 


HOH 


108 


65.453 


11.244 


1.860 


1.00 


100.82 


W 


.10 


4553 


O 


HOH 


109 


-0.708 


38.981 


-21 .728 


1.00 


89.17 


W 




4554 


0 


HOH 


110 


27.824 


-8.474 


20.771 


1.00 


86.00 


W 




4555 


O 


HOH 


111 1 


39.931 


48.171 


-29.933 


1.00 


125.52 


W 


15 


4556 


O 


HOH 


112 


45.275 


-19.198 


12.656 


1.00 


101.55 


W 




4557 


o 


HOH 


113 


45.279 


29.204 


13.170 


1.00 


81.25 


W 




4558 


o 


HOH 


114 


39.604 


-9.905 


-10.328 


1.00 


73.44 


W 


20 


4559 


o 


HOH 


115 


64.611 


12.168 


-0.278 


1.00 


95.59 


W 


4560 


0 


HOH 


116 


68.609 


24.621 


6.796 


1.00 


99.37 


W 




4561 


0 


HOH 


117 


25.054 


-7.146 


20.234 


1.00 


85.14 


W 




4562 


0 


HOH 


118 


46.697 


4.148 


27.896 


1.00 


105.02 


W 


25 


4563 


o 


HOH 


119 


22.193 


26.077 


-24.741 


1.00 


69.48 


W 




4564 


o 


HOH 


120 


26.353 


57.873 


-19.525 


1.00 


108.32 


W 




4565 


0 


HOH 


121 


8.026 


55.457 


-17.860 


1.00 


98.34 


W 


30 


4566 


0 


HOH 


122 


12.559 


11.828 


-24.035 


1.00 


93.10 


W 


4567 


o 


HOH 


123 


-4.915 


40.336 


-23.651 


1.00 


96.08 


W 




4568 


o 


HOH 


124 


7.424 


56.806 


-15.154 


1.00 


95.41 


W 




4569 


o 


HOH 


125 


9.243 


9.680 


-21.618 


1.00 


88.75 


W 


35 


4570 


o 


HOH 


126 


41.604 


39.684 


-21.569 


1.00 


113.19 


W 




4571 


o 


HOH 


127 


39.225 


-16.888 


3.197 


1.00 


66.34 


W 




4572 


0 


HOH 


128 


40.747 


40.837 


-23.085 


1.00 


85.74 


w 


40 


4573 


o 


HOH 


129 


36.354 


54.080 


16.892 


1.00 


107.37 


w 


4574 


o 


HOH 


130 


40.021 


-4.808 


33.204 


1.00 


91.23 


w 




4575 


o 


HOH 


131 


55.071 


24.231 


-2.554 


1.00 


70.80 


w 




4576 


o 


HOH 


132 


46.616 


48.721 


-2.372 


1.00 


83.01 


w 


AC 

45 


4577 


o 


HOH 


133 


26.663 


54.965 


-17.649 


1.00 


94.09 


w 




4578 


0 


HOH 


134 


60.447 


24.164 


-2.252 


1.00 


108.34 


w 




4579 


o 


HOH 


135 


37.786 


54.011 


-0.139 


1.00 


112.49 


w 


50 


4580 


o 


HOH 


136 


39.669 


27.027 


16.006 


1.00 


113.82 


w 


4581 


o 


HOH 


137 


54.61 5 


6.585 


26.415 


1.00 


97.63 


w 




4582 


o 


HOH 


138 


38.455 


26.713 


14.349 


1.00 


110.00 


w 




4583 


o 


HOH 


139 


25.536 


31 .838 


-27.978 


1.00 


118.35 


w 


55 


4584 


o 


HOH 


140 


43.859 


28.725 


11.124 


1.00 


88.60 


w 




4585 


o 


HOH 


141 


39.097 


47.972 


-32.369 


1.00 


104.31 


w 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


pa p™ p~\ i r"N ■ i 

RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


28 


CB 


y"x 

PRO 


/-\ A 

530 


60.388 


3.109 


43.213 


1 .00 


58.06 




29 


CG 


pa ^a ^a 

PRO 


W /"X /-v 

530 


59.914 


4.071 


44.249 


1.00 


64.31 




ps ps 

30 


C 


PRO 


530 


58.453 


PN f\ PX— » 

2.927 


A A P" PA ■> 

41 .537 


A PAPA 

1 .00 


a ps PAPA 

63.39 


10 


ps a 

31 


O 


pa p™\ ^s* 

PRO 


v ^x 

530 


P"^9 A PN 

57.400 


PA p i A 

3.542 


A A PA A A 

41 .363 


A PS PS 

1.00 


P*PS A ^9 

59.17 




32 


* • 

N 


THR 


531 


58.554 


1.603 


A A A A P> 

41 .419 


A ^S P\ 

1.00 


PSPA PS^V 

62.27 




y"X 

33 


P"N A 

CA 


1 1 P™* 

THR 


531 


57.455 


0.742 


A /-V ^X r*\ 

40.997 


A ^X PV 

1.00 


^x U ^x 

61.68 


15 


34 


CB 


■a^i i p** 

THR 


531 


57.989 


P\ A P\ A 

-0.404 


A PS PS P~ P\ 

40.058 


A PS PS 

1.00 


PS f\ PA PS 

60.38 


#S 

35 


y-X P"S J 

OG1 


THR 


531 


57.209 


-0.461 


^x P\ A P"> yx 

38.853 


A P\ ^S 

1.00 


60.25 




P\ y* 

36 


CG2 


THR 


531 


57.937 


A -~r P\ y-\ 

-1.760 


a p\ -~r j — — y 

40.757 


A PS PS 

1.00 


PSPS PS ^9 

60.67 




PS 

37 


^Si 

C 


THR 


531 


56.629 


0.125 


A ^A A A ~ T 

42.117 


A PAPS 

1.00 


PSPS PS PA 

60.82 


20 


PS A 

38 


O 


THR 


531 


^ P ^ ^X 

55.533 


^X r> /X ^ 

-0.361 


A A PS PS A 

41 .864 


A PS PS 

1.00 


PS PS PA PA 

62.20 




ps /a 

39 


* • 

N 


LEU 


532 


57.122 


PA A AA 

0.128 


A PS PS A PS 

43.348 


A PS PA 

1 .00 


ps ps PS p- 

60.85 




40 


CA 


■ i — • ■ ■ 

LEU 


532 


56.324 


-0.465 


A A A A P*l 

44.418 


A PS PA 

1 .00 


PSPA A A 

60.11 


25 


41 


CB 


LEU 


532 


57.183 


PA ^■f p> 

-0.775 


A P* PS PA*^ 

45.637 


A PAPA 

1 .00 


PS A PAPA 

64.22 


4 ^X 

42 


yx a. 

CG 


LEU 


532 


56.388 


A P* A A 

-1.514 


A J*S "TA A 

46.704 


A PS PS 

1.00 


PSPA ~> A 

63.74 




43 


p"\ hs. ^ 

CD1 


i r*i i 

LEU 


532 


55.677 


fX /X p\ * 

-2.694 


A PS A A PA 

46.082 


A P\ P\ 

1.00 


PSPS PN PS 

62.66 




44 


CD2 


LEU 


532 


57.317 


J /X ^X 

-1.968 


A — 7 PS PAPS 

47.806 


A PS PS 

1 .00 


PSPS PAPA 

63.22 


30 


45 


C 


t p- ■ ■ t 

LEU 


532 


55.143 


P*\ A AA 

0.422 


A A PS A ^9 

44.817 


A PS PS 

1 .00 


AA PA PS 

62.08 




46 


0 


LEU 


532 


54.047 


-0.075 


A P~ PS PS A 

45.061 


A PS PS 

1 .00 


ps a PA ^ 

61 .27 




47 


N 


VAL 


533 


55.366 


A yx ^X 

1.733 


A A PS PSPS 

44.883 


A PS PS 

1 .00 


P* PA PA^T 

59.27 


35 


A P\ 

48 


y"X A 

CA 


VAL 


r— /«v /-v 

533 


■ — j PNP*ft^T 

54.297 


PA /~x ) i 

2.677 


a r~ papaps 

45.222 


A PS PA 

1.00 


PSPA PA PA 

62.90 


49 


/\ rs 

CB 


V # A ■ 

VAL 


533 


54.858 


J A*\ M» A 

4.050 


A PS PS P\ 

45.638 


A PS PS 

1.00 


PS A PA A 

64.91 




50 


^A P"A A 

CG1 


\ / A 1 

VAL 


533 


55.572 


A P> PA PA 

4.693 


A A J AP 

44.465 


1.00 


ps PA PS ps 

60.86 




51 


p""\ PA 

CG2 


1 / A 1 

VAL 


r— ps PS 

533 


53.746 


A PA A A 

4.941 


A P* A PSPA 

46.102 


A PA PS 

1 .00 


ps a PAPA 

61 .00 




r - pa 

52 


C 


VAL 


p* ps p^ 

533 


P" P% A P^PN 

53.422 


PA ^ A 

2.874 


43.979 


1 .00 


62.21 




p~ ps 

53 


yx 

o 


ft # A 1 

VAL 


H A A 

533 


p* p*\ p> p\ j 

52.281 


PA PAPA A 

3.321 


A A A A P" 

44.065 


A PAPA 

1.00 


61 .72 




54 


N 


pa i™ 

SER 


p* /~\ j 

534 


p* p» 

53.981 


^X P" P" PA 

2.553 


A PA PS A "t 

42.817 


A PS PA 

1 .00 


PS PS PA PA 

60.92 


45 


55 


P"\ A 

CA 


SER 


534 


P* P^ /-\ A PA 

53.249 


PA AAr 

2.665 


A A PA 4 

41.564 


A PS PA 

1 .00 : 


A A PA A 

61.24 


p* p> 

56 


y-v rA 

CB 


pa> r"s 

SER 


534 


r* A A pX p% 

54.196 


PA A ^ A 

2.474 


40.386 


A PS PS 

1 .00 i 


61.92 




57 


OG 


pa p— p-» 

SER 


534 


P" PA A P^ P\ 

53.468 


PA APP 

2.355 


PAPA A PS PS 

39.183 


A PA PA 

1.00 


ps A PA P> 

61.38 




CO 

58 


C 


bbn 


CO/I 

534 


52.2U9 


i CC7 


4 1 .ODD 


1 .UU 


b4.ol 


50 


59 


0 


SER 


534 


51.105 


1.691 


41 .027 


1.00 


62.62 




60 


N 


LEU 


535 


52.581 


0.452 


42.193 


1.00 


61.91 




61 


CA 


LEU 


535 


51.697 


-0.684 


42.288 


1.00 


60.97 


55 


62 


CB 


LEU 


535 


52.479 


-1 .922 


42.730 


1.00 


66.65 


63 


CG 


LEU 


535 


51.949 


-3.225 


42.131 


1.00 


63.58 




64 


CD1 


LEU 


535 


52.657 


-3.505 


40.827 


1.00 


62.14 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al Dm 


ATA K A TVDC 


RESIDUE 


# 


v 

A 


v 
Y 


—T 

L 


B 


ATAl A 

ATOM 


5 


1 02 


Ob 


GLU 


C A A 

540 


A A H AO 

44.109 


O 7CO 

2./ 53 


AC 4 "7 A 

45.173 


4 AA 

1.00 


CO AO 

58.26 I 




1 no 
i U3 


Cta 


r* 1 1 1 
GLU 


C A A 

540 


A O ACC 

43.4DD 


O CO/I 


AC 4 C\4 

46.191 


4 /\A 

1 .00 


OH 4 C 

61.15 




•4 O/l 

1 04 


AA 
OU 


GLU 


rift 

540 


vl A C AO 

43.598 


A h 00 

3.183 


A —7 O 4 A 

47.619 


4 OA 

1 .00 


0 4 AC 

61 .95 


10 


4 OC 


Ocl 


*~\ III 

GLU 


540 


44.656 


A C A H 

2.591 


A ^ ACA 

47.950 


4 OA 

1.00 


C A T 4 

59.71 




4 OO 

106 


OCA 

OE2 


/"» 1 1 1 
GLU 


C A A 

! 540 


Vl A O A A 

42.649 


3.397 


AO A 4 A 

48.410 


4 OO 

1 .00 


OA A A 

62.96 




4 0"7 

107 


c 


/SI I I 

GLU 


540 


4 a 4 oa 

42.169 


4 nA 4 

1 .264 


44.585 


1 .00 


61.78 


15 


•4 OQ 

108 


O 


GLU 


540 


a 4 A AO 

41 .928 


1 .709 


A O vl CA 

43.459 


4 OO 

1.00 


A 4 AO 

61.36 


4 OA 

109 


N 


no 

PRO 


r 4 4 

541 


ji 4 04 4 
41.214 


rt 74 rt 

0.713 


vl C ACA 

45.352 


4 OO 

1.00 


A A J J 

63.77 




4 4 A 

110 


CD 


PRO 


r 4 4 

541 


A 4 o^r 

41 .365 


A AC A 

0.053 


46.659 


4 OO 

1 .00 


58.98 




111 


CA 


□ DA 

PRO 


r 4 4 

541 


A A OA A 

39.830 


A OA A 

0.632 


A A OTO 

44.876 


4 OO 

1 .00 


OO 4 A 

60.14 


20 


44A 

112 


CB 


PRO 


r 4 4 

541 


A A 4 A 4 

39.131 


O 4 4 A 

-0.149 


A r~ OOO 

45.988 


4 OO 

1 .00 


CO 00 

59.62 




440 

MO 


Ova 


PRU 


r 4 4 

541 


A A A^O 

39.978 


A 4 AA 

0.122 


47.1 95 


4 OA 

1 .00 


OA CO 

60.56 




4 4 4 

114 


C 


r> r-j /-\ 

PRO 


r»4 

541 


AA 4 OA 

39.180 


4 OOH 

1 .991 


x a r no 

44.592 


4 OO 

1 .00 


OA AO 

62.36 


25 


44r 

115 


O 


PRO 


C Vl H 

541 


AA VI £T IT 

39.455 


A AOA 

2.982 


/I C AO A 

45.283 


4 OO 

1 .00 


CA A C 

59.45 


44C 

lib 


N 


GLU 


C A A 

542 


A O AAA 

38.332 


A AAA 

2.039 


> 0 COA 

43.563 


4 OO 

1 .00 


OA A A 

60.43 




447 
117 


CA 


GLU 


C A A 

542 


O -7 npn 

37.653 


A r\T A 

3.279 


4 0 4 AO 

43.1 98 


4 OO 

1 .00 


OA A A 

62.04 j 




44Q 

118 


CB 


GLU 


r 40 

542 


A^ A A 4 

37.091 


A AA 4 

3.201 


>j 4 -7-7/1 
41 .770 


4 OO 

1 .00 


OA O VJ 

62.84 


JU 


44n 

119 


CG 


GLU 


r 40 

542 


AO 4 OA 

36.130 


A ACA 

2.050 


A 4 C -4 -4 

41 .511 


4 OO 

1 .00 


OA A Vl 

63.24 




H AA 

120 


CD 


I 1 1 

GLU 


542 


AC "7 4 r 

35.745 


4 A 4 4 

1 .911 


j| 0 /to 4 

40.031 


4 OO 

1 .00 


OA A A 

63.39 




121 


OE1 


GLU 


C A A 

542 


AC? 

36.622 


A AAC 

2.095 


AA 4 CA 

39.153 


4 OO 

1 .00 


OA C A 

60.50 


35 


H OA 

122 


OE2 


GLU 


C j4 A 

542 


a vi ceo 

34.568 


4 r- 0 A 

1 .599 


AA "7 4 0 

39.743 


4 OO 

1 .00 


CA A 4 

59.31 


123 


C 


f» 1 1 1 
GLU 


542 


AO C AO 

36.548 


A C H C 

3.515 


vl Vl AAO 

44.208 


4 OO 

1 .00 


OA 4 4 

63.11 




124 


O 


0 1 1 1 
GLU 


542 


AC A vl H 

35.941 


A COvl 

2.564 


vl vl O A~7 

44.697 


4 AO 

1 .00 


CA *7A 

59.70 




H AC 

1 25 




\/ A 1 

VAL 


C v* O 

543 


AO AA vl 

36.304 


>l "TO A 

4.783 


A A COO 

44.528 


4 OO 

1 .00 


OH CO 

61.53 ! 


40 


■1 AC 

1 2o 


CA 


\/A 1 

VAL 


P 40 

543 


A C. AAA 

35.299 


C 4 4 O 

5.148 


Vl C C 4 O 

45.518 


4 OA 

1 .00 


OA vl "7 

63.47 




H 0*7 

1 2/ 


CB 


\ / A 1 

VAL 


IT vl A 

543 


A C AA vl 

35.334 


O OOH 

D.661 


vl C O AH 

45.801 


4 OA 

1 .00 


OA OA 

62.60 




1 2o 


Col 


W A 1 

VAL 


543 


O vl vl 07 

34.457 


6.984 


AC A 07 

46.987 


4 OA 

1 .00 


OA AO 

60.93 


45 


H. OQ 

1 2» 


CG2 


\/A 1 

VAL 


C A O 

543 


OO "70A 

36.762 


"7 H AA 

7.103 


vl O AO vl 

4b.0o4 


4 OA 

1 .00 


C A C A 

59.59 


-4 on 
130 


C 


\/A 1 

VAL 


r 40 

543 


AA OOO 

33.886 


>l ~T A O 

4.748 


4C 4 OO 

45.126 


4 OA 

1 .00 


OH A A 

61 .39 




1 31 


u 


\/ A 1 

VAL 


C vl 0 

543 


OA A AC 

33.495 


4.877 


vtO flCC 

43.965 


^ AA 

1 .00 


OA "7 A 

60.79 




1 OO 
I 


M 
IN 


1 [=11 

LtU ; 


D*f4 


OO 1 OQ 


A 0A7 
4.£0f 


vIO 1 AA 


1 no 




50 


133 


CA 


LEU 


544 


31.759 


3.836 


45.882 


1.00 


60.63 




134 


CB 


LEU 


544 


31.501 


2.486 


46.547 


1.00 


63.18 




135 


CG 


LEU 


544 


32.666 


1.512 


46.682 


1.00 


61.92 


55 


136 


CD1 


LEU 


544 


33.702 


2.114 


47.638 


1.00 


62.67 


137 


CD2 


LEU 


544 


32.163 


0.172 


47.225 


1.00 


61.02 




138 


C 


LEU 


544 


30.754 


4.844 


46.423 


1.00 


58.48 
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TABLE 3 (continued) 

ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


176 


CG 


ASP 


549 


15.487 


8.213 


48.935 


1.00 


59.25 


177 


OD1 


ASP 


549 


14.321 


7.942 


49.306 


1.00 


61.06 


178 


OD2 


ASP 


549 


15.810 


8.328 


47.734 


1.00 


61.75 


179 


C 


ASP 


549 


17.979 


10.402 


49.411 


1.00 


62.83 


180 


O 


ASP 


549 


18.158 


11.075 


48.400 


1.00 


60.57 


181 


N 


SER 


550 


17.875 


10.954 


50.617 


1.00 


59.81 


182 


CA 


SER 


550 


17.953 


12.415 


50.793 


1.00 


62.38 


183 


CB 


SER 


550 


19.325 


12.951 


50.386 


1.00 


56.99 


184 


OG 


SER 


550 


1 9.438 


13.020 


48.978 


1.00 


62.06 


185 


C 


SER 


550 


16.894 


13.126 


49.957 


1.00 


62.44 


186 


O 


SER 


550 


16.893 


14.350 


49.843 


1.00 


61.89 


187 


N 


SER 


551 


16.018 


12.343 


49.343 


1.00 


61.48 


188 


CA 


SER 


551 


14.924 


12.875 


48.557 


1.00 


60.05 


189 


CB 


SER 


551 


14.507 


11.886 


47.487 


1.00 


62.39 


190 


OG 


SER 


551 


13.838 


10.800 


48.100 


1.00 


61.65 


191 


C 


SER 


551 


13.850 


1 2.904 


49.615 


1.00 


60.87 


192 


O 


SER 


551 


12.799 


13.512 


49.452 


1.00 


59.31 


193 


N 


VAL 


552 


14.142 


12.200 


50.703 


1.00 


61.91 


194 


CA 


VAL 


552 


1 3.252 


12.096 


51 .849 


1.00 


60.13 


195 


CB 


VAL 


552 


12.584 


10.695 


51 .895 


1.00 


60.55 


196 


CG1 


VAL 


552 


11.242 


10.744 


51.187 


1.00 


59.77 


197 


CG2 


VAL 


552 


13.461 


9.674 


51.211 


1.00 


62.73 


198 


C 


VAL 


552 


14.035 


12.388 


53.141 


1.00 


58.44 


199 


O 


VAL 


552 


15.269 


12.482 


53.116 


1.00 


60.59 


200 


N 


PRO 


553 


13.326 


12.571 


54.278 


1.00 


59.91 


201 


CD 


PRO 


553 


11.861 


12.614 


54.440 


1.00 


61.19 


202 


CA 


PRO 


553 


13.974 


12.859 


55.559 


1.00 


59.95 


203 


CB 


PRO 


553 


12.865 


12.572 


56.556 


1.00 


62.02 


204 


CG 


PRO 


553 


11.701 


13.166 


55.851 


1.00 


62.09 


205 


C 


PRO 


553 


15.263 


12.093 


55.839 


1.00 


62.80 


206 


O 


PRO 


553 


15.525 


11.035 


55.259 


1.00 


61.14 


207 


N 


ASP 


554 


16.058 


12.646 


56.748 


1.00 


58.85 


208 


CA 


ASP 


554 


17.357 


12.084 


57.104 


1.00 


60.06 


209 


CB 


ASP 


554 


18.462 


13.098 


56.755 


1.00 


61.56 


210 


CG 


ASP 


554 


18.836 


13.106 


55.280 


1.00 


62.42 


211 


OD1 


ASP 


554 


17.961 


12.964 


54.390 


1.00 


59.77 


212 


OD2 


ASP 


554 


20.038 


13.286 


55.014 


1.00 


59.95 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE | 


RESIDUE 


# 1 


X 


Y j 


"7 


n 


ATOM 


213 I 


C I 


ASP 


554 1 


17.535 I 


11.703 


CO C7C 1 

5o.o7o 


1 .UU 




214 | 


o T 


ASP 


554 


18.402 


12.273 | 




1 .UU 




215 | 


N T 


SER 


555 [ 


16.767 I 


10.761 


59.116 ( 


1 .UU 


fi.o fin 


~216 ~T 


CA I 


SER 


555 


16.970 I 


10.398 


60.526 


4 aa 1 
1 .UU 


fi^ 70 


217 I 


CB I 


SER 


555 


15.998 I 


9.296 


/>/> /t o . 

60.948 


h oo 

1 .UU 


Dv3.v3t 


218 | 


OG | 


SER 


555 T 


16.267 I 


8.089 j 


60.255 


1 .UU 


fin 7fi ' 


~219 1 


c [ 


SER 


555 


18.404 j 


9.905 [ 


60.749 


1 .UU 


fi1 <19 


220 


0 I 


SER 


555 


19.093 I 


9.556 


59.794 


1 .UU 




~221 ~7 


N [ 


THR 


556 I 


18.855 I 


9.877 [ 


62.002 


1 .uu I 


CO OA 


222 I 


CA 1 


THR 


556 


20.211 | 


9.407 


62.308 I 


H AO 

I .UU 


fiO fifi ^ 


223 I 


CB 1 


THR 


556 ] 


20.554 I 


9.487 


63.826 


^ ah 1 
1 .UU 


CO fiA 


224 [ 


OG1 J 


THR 


556 


20.893 I 


10.831 


64.183 


A OA 

1 .UU 


CO Ofi 


225 J 


CG2 | 


THR 


556 J 


21.739 I 


8.582 | 


f\ A A C O I 

64.158 


■4 OA 1 

I .UU 


CO AA 


226 | 


C 


THR 


556 


20.387 I 


7.955 


61.902 


■i oo 

i .uu j 


CO 17 


227 1 


0 


THR 


556 


21.196 I 


7.633 


61 .030 | 


1 .UO i 


CO 77 ' 
DO. / / 


228 1 


N 


TRP 


557 


19.624 


7.082 


62.554 


1 .UU 


CO AA I 
DO.U'F 


I 229 


CA 


TRP 


557 


19.696 


5.652 


62.294 


H OO 

1 .ou 


CA OO 

ou.oy 


230 


CB 


TRP 


557 


18.505 


4.923 


62.964 


r\o 

1 .00 


Ci OC 


[231 


CG 


TRP ' 


557 


17.324 


4.805 


62.064 


h r\o 

1 .00 


C>l AO 


232 


CD2 


TRP 


557 


17.074 


3.747 


61.123 


1 .00 


CA 71 
DU. / l 


1 233 


CE2 


TRP 


557 


15.970 


4.142 


60.332 


1 .00 


CO OO 


234 


CE3 


TRP 


557 


17.684 


2.511 


j 60.865 


1 .00 


Dt. 40 


235 


1 GDI 


TRP 


557 


1 6.378 


I 5.760 


61.825 


I ^ oo 
1 .00 


I CA fiO 

du.ou ; 


236 


NE1 


TRP 


557 


1 5.562 


| 5.373 


60.780 


H OO 

1 .00 


I CQ 70 ! 


237 


CZ2 


| TRP 


557 


I 1 5.464 


j 3.341 


I 59.296 


4 OO 

! i ou 


C1 7Q 


238 


| CZ3 


TRP 


557 


17.184 


| 1.716 


59.836 


^ oo 
1 .UU 


CO cc I 


239 


CH2 


TRP 


557 


1 6.084 


j 2.136 


59.065 


■i oo 

1 .00 


C7 7C 


240 


I C 


TRP 


557 


! 19.731 


5.362 


l TOO 

60.783 


A AA 
1 .UU 


fi1 Qfi ! 


241 


0 


TRP 


557 


I 20.479 


| 4.493 


60.332 


1 i ou 


CQ C1 


I 242 


I ^ 


j ARG 


558 


1 18.946 


6.099 


60.001 


■1 AA 

| 1 .UU 


C1 ! 


243 


I CA 


ARG 


558 


18.898 


5.873 


| 58.555 


1.00 


64.57 


244 


CB 


ARG 


558 


| 1 7.744 


6.651 


57.926 


1.00 


I 59.03 


245 


CG 


ARG 


558 


17.303 


6.107 


56.582 


1.00 


62.63 


246 


j CD 


1 ARG 


558 


1 16.012 


1 6.780 


56.133 


1.00 


1 59.07 


247 


1 nI 


1 ARG 


558 


1 16.221 


1 7.958 


55.288 


1.00 


1 61.76 1 


I 248 


CZ 


ARG 


558 


1 6.594 


7.911 


54.011 


1.00 


63.52 


249 


| NH1 


1 ARG 


558 


1 16.805 


1 6.745 


| 53.420 


1.00 


1 63.08 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Ml \JW\ 


ATVMIJI TVDC 

Al \Jivl 1 Yrt 


RESIDUE 


# 


X 


Y 




B 


ATOM 


5 


ocn 

25U 


MLIO 

IMH2 


ARG 


558 


■j o —ten 

16.750 


0 004 
9.031 


CO OHO 

53.319 


4 nn 

1 .00 


60.97 




251 


O 


ARG 


f— f- 

558 


on onn 

20.200 


C OOO 

6.222 


c^ a it 4 

57.841 


-i OO 

1 .00 


n it 00 

64.20 




oco 
252 


o 


ARG 


558 


on c^o 

20.573 


5.566 


ce ft en 

56.869 


A OO 

1.00 


65.47 


10 


oco 
253 


M 

N 


ii r 

ILE 


559 


20.877 


■-y OO^ 

7.266 


58.307 


1.00 


62.87 




254 


CA 


ILE 


559 


no 4 m 

22.156 


7.678 


57.726 


1 .00 


59.66 




Arc 

255 


CB 


ILE 


559 


22.639 


9.040 


58.329 


1.00 


62.98 | 


15 


256 


OG2 


ii r~ 

ILE 


f— p a 
559 


O it 4 n 4 

24.101 


9.278 


57.993 


1.00 


59.64 


257 


OG1 


1 1 c 

ILE 


559 


A] jl 

21 .794 


10.196 


57.791 


1 .00 


61.72 




258 


CD1 


ii r* 

ILE 


r c r\ 

559 


no OO 4 

22.091 


10.556 


56.351 


1 .00 


60.58 




259 


C 


ii r~ 

ILE 


559 


23.152 


6.585 


58.119 


1 .00 


62.05 


20 


ocn 
260 


o 


1 1 c 

ILE 


559 


OO ft O ft 

23.838 


r— OOF" 

5.995 


O ~ 7 jl 

57.274 


4 OO 

1 .00 


n a a n 

61 .48 




OCH 

251 


IM 


MET 


c nn 

560 


OO -4 Aft 

23.188 


6.332 


59.425 


a\ An 

1.00 


60.47 




oco 
2b2 


OA 


MET 


560 


o a n it n 

24.056 


5.340 


no 000 

60.036 


A t*\f\ 

1 .00 


59.72 


25 


263 


UD 


MET 


r- n r\ 

560 


oo "7n o 

23.799 


5.286 


61.554 


a on 

1 .00 


n 4 r* n 

61 .50 


254 


CG 


ft Jl Li T 

MET 


560 


o >i ono 

24.863 


0 0 4 0 
6.016 


00 0 r~ 0 

62.358 


a nn 

1.00 


59.68 




occ 
255 


oD 


MET 


C nn 

560 


O A "TO r" 

24.765 


5.946 


0 j 4 no 

64.183 


a n n 

1 .00 


n n nn 

62.00 




occ 

266 


CE 


ft A 1 1 

MET 


i- n n 

560 


25.827 


^9 r\ **** r\ 

7.029 


64.314 


1 .00 


56.75 


ou 


007 

267 


C 


ft J 1 ' T 

MET 


r~ nn 

560 


OO 04 O 

23.910 


0 0^0 
3.950 


r— g-\ a a*\ a 

59.421 


A\ f-\ r\ 

1 .00 


63.13 




oco 
2bo 


o 


ft 1 1" T 

MET 


r— on 

560 


n i oo o 

24.908 


0 OOO 

3.299 


59.122 


1 .00 


60.43 




ocn 
269 


N 


THR 


561 


22.680 


3.493 


59.215 


1 .00 


59.86 


35 


070 

27U 


CA 


-pi j r") 

THR 


561 


OO A ft ^ 

22.487 


O -4 OO 

2.183 


rr n 0 4 0 

58.619 


A n a 

1.00 


62.03 


271 


CB 


THR 


561 


o 4 one 

21.005 


1 .771 


58.603 


1 .00 


60.73 




070 

272 




THR 


561 


on j n o 

20.483 


1 .777 


59.938 


1 .00 


58.44 




070 

273 


CG2 


THR 


561 


on o n o 

20.862 


n o~ ta 

0.370 


58.025 


1 .00 


59.27 


40 


2/4 


O 


TUD 

THR 


te 4 

561 


oo nnc 

23.005 


0 -4 no 

2.192 


C"^ H 00 

57.190 


4 on 

1 .00 


62.25 




07C 

2/5 


o 


Til r") 

THR 


561 


oo c eye 

23.565 


1 .211 


eo "to it 

56.724 


a nn 

1 .00 


59.53 




0"7C 

2/b 


IM 


tii r-> 

IHR 


562 


OO O 4 O 

22.813 


0 one 

3.296 


ce it 00 

56.482 


a n n 

1 .00 


S\ a at\ r~ 

61 .35 


45 


077 

2/ / 


OA 


TUD 

THR 


ceo 

562 


oo one 

23.305 


0 oec 

3.365 


cc -t -t 0 

55.112 


a nn 

1 .00 


no a n 

62.18 


070 


OB 


tii r-> 

THR 


ceo 

562 


oo -70 0 

22.728 


a cno 

4.593 


rr it 0 it 0 

54.342 


4 nn 

1.00 


en 0 0 

58.86 




07Q 

2/y 


Ooi 


Tun 

THR 


ceo 

562 


04 OOO 

21.338 


4.375 


c it nc^ 

54.051 


4 nn 

1 .00 


c ft on 

58.36 




pftn 




THR 
i n n 


oo^ 




a An=. 


Do.Uoo 


l .uu 


CC 

Do. DO 


50 


281 


c 


THR 


562 


24.830 


3.432 


55.157 


1.00 


62.40 




282 


o 


THR 


562 


25.509 


3.011 


54.225 


1.00 


59.62 




283 


N 


LEU 


563 


25.374 


3.949 


56.252 


1.00 


60.06 


55 


284 


CA 


LEU 


563 


26.825 


4.026 


56.382 


1.00 


61.98 




285 


CB 


LEU 


563 


27.230 


5.045 


57.451 


1.00 


59.10 




286 


CG 


LEU 


563 


27.004 


6.519 


57.119 


1.00 


62.03 
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TABLE 3 (continued) 



aT n M .r. POORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE 


RESIDUE 


# 1 


X | 


Y 


7 
L. 


R 
D 


ATOM 


~~287 \ 


CD1 


LEU 


563 1 


27.667 


— r r\—T—f t 

7.377 


co -j on 


1 nn 


59 83 


288 I 


CD2 


LEU 


563 r 


27.574 


6.827 j 




1 nn 


63 51 


| 289 | 


C 


LEU 


563 1 


27.406 T 


2.657 j 


bb./ou 


1 nn 


63 21 


| 290 | 


O 


LEU 


563 r 


28.592 1 


2.410 I 


CC COQ I 

bb.b^y 


1 nn 


59 14 


291 [ 


N 


ASN 


564 T 


26.567 1 


1 .773 


C"7 OC/I I 


1 nn 

I .UU 


59 68 


292 T 


CA 


ASN 


564 T 


27.001 


0A27 


C7 CAR I 


1 nn 

I .Uv 


62 50 


I 293 [ 


CB 


ASN 


564 r 


26.110 


rt -4 CO 

-0.1 DO | 


CQ CQQ 


1 no 


61.63 


294 I 


CG 


ASN 


564 1 


26.456 I 


0.349 


en nco I 
bU.ubo 


1 nn 


62 37 


| 295 | 


OD1 


ASN 


564 [ 


27.625 I 


0.513 j 


cn oqi 


1 nn 


62 36 


I 296 | 


ND2 1 


ASN 


564 [ 


25.447 I 


0.590 I 


CA QQ1 I 


1 nn * 

i .\J\J ; 


59 03 I 


297 I 


C 1 


ASN 


564 1 


26.949 I 


-0.442 


CC OCR 

bb.obb 


1 nn 


61 40 I 


I 298 [ 


o" [ 


ASN 


564 1 


27.823 


-1 .266 ] 


CC "\ 01 


1 nn 


61 63 I 


| 299 J 


N 1 


MET 


565 


25.923 I 


-0.251 ! 


CC CAQ 

bb.b4o 


1 nn I 


62 42 


I 300 I 


CA [ 


MET 


565 


25.804 


-1 .022 


c.a oon I 
b4.o<iU 


1 nn 


63 45 

uu ■ ■ v | 


I 301 I 


CB 1 


MET 


565 


24.483 


-0.701 ] 


CQ CQO I 


1 nn 


59 10 I 


I 302 I 


CG 


MET 


565 J 


23.266 


-0.999 


C/l ylQQ I 

b4.4oo 


1 nn 


62 52 1 

V* w • w^ 1 


I 303 


SD 


MET 


565 J 


23.154 I 


-2.742 


C A O Q Q 

04.OOO 


1 nn 
I .uu 


63 35 1 


| 304 


CE 


MET 


565 


22.918 


-2.702 


CC C07 

bb.b£/ 


1 nn 


60 16 I 


I 305 


C 


MET 


565 


26.967 


I -0.669 


co >n n 
bo. 41 U 


1 nn 

i .uu 


62 27 1 


306 


O 


| MET 


565 


27.475 


j -1.509 




1 nn 
I .uu 


i 62 01 


I 307 


1 N 


LEU 


566 


27.382 


| 0.590 


CO /ICQ 

j 5o.4b*i 


t i nn 
1 .uu 


[ 62 25 


I 308 


1 CA 


| LEU 


566 


28.495 


1 .064 


! co ccc 
b^.bbb 


1 nn 

] 1 .UU 


! 60 20 ] 


309 


1 CB 


I LEU 


566 


I 28.596 


2.594 


1 CO "7/1 "i 


1 nn 

I .uu 


1 59 50 


| 310 


1 CG 


I LEU 


566 


I 29.801 


i 3.267 


i CO fl7C 

b*:.u/b 


I 1 nn 

I .uu 


1 64 1 8 1 


J 311 


CD1 


LEU 


566 


29.685 


3.195 


cn ccc: 
bu.bbb 


1 nn 
l .uu 


' 61 46 


312 


CD2 


| LEU 


566 


j 29.869 


4.700 


CO c -i c 


i nn 

1 .UU 


1 62 1 0 1 


313 


C 


| LEU 


566 


29.756 


0.424 


1 CO 0-4 Q 
DO. /lib 


1 nn 

} I .uu 


! 62 85 


314 


O 


| LEU 


566 


30.576 


j -0.116 


CO >1~7/1 


1 nn 

I .UU 


60 20 


315 


N 


| GLY 


567 


29.886 


| 0.477 


CA C/1Q 

b4.b4^ 


I 1 nn 

I .uu 


59 45 

1 Ww • « W 1 


316 


CA 


GLY 


567 


j 31 .040 


-0.095 


t CC QfY7 

I bb.^u/ 


i 1 nn 

j I .uu 


■ 59 94 


317 


C 


1 GLY 


567 


j 31.316 


-1.516 


C/l TCP. 

b4./b0 


I 1 nn 

I I .uu 


"1 60 71 


| 318 


O 


1 GLY 


567 


f 32.461 


j -1.890 


54.520 


1.00 


| 59.79 


I 319 


N 


GLY 


568 


30.261 


-2.310 


54.667 


1.00 


61.99 


320 


CA 


1 GLY 


568 


1 30.417 


-3.687 


54.254 


1.00 


j 59.73 


321 


C 


GLY 


568 


31 .050 


-3.836 


52.888 


1.00 


60.65 


I 322 


O 


GLY 


568 


32.008 


-4.590 


1 52.724 


1.00 


63.15 


i 323 


N 


"I ARG 


569 


"1 30.529 


-3.112 


51.907 


1.00 


58.99 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al UM 


ATVMUI TV DC 

Al \Jlvi 1 Yrh 


RESIDUE 


# 


A 


Y 


Z 


Cl 

B 


ATOM 


5 


324 


OA 


AHG 


coo 

569 


O H A /I n 

31.049 


O OOQ 


co c r ~t 

50.557 


A OO 

1 .00 


OO O A 

60.81 




ooc 

325 


Ob 


ARG 


coo 

569 


oa ^ 
30.109 


O /I oo 

-2.483 


A O OOO 

49.600 


A OO 

1.00 


oo f — ~y 

60.57 




32b 


Ob 


ARG 


coo 

569 


o o ooo 

28.696 


o ooo 

-3.029 


A O "TO 4 

49.701 


1 .00 


61.60 


TO 


007 

327 


UO 


ARG 


coo 

569 


0~7 OOO 

27.806 


o ooo 

-2.602 


48.556 


1.00 


64.73 




328 


MC 

NE 


ARG 


r~ r\ 

569 


27.561 


A A O O 

-1 .168 


a o ro ^ 

48.564 


1 .00 


61 .17 




329 


cz 


ARG 


569 


o^ ooo 

27.939 


-0.352 


47.590 


1.00 


60.00 




330 


NH1 


ARG 


569 


OO CT> 

28.577 


O O 4 

-0.841 


46.532 


1 .00 


60.46 


331 


NH2 


ARG 


coo 

569 


o~r o r> 4 

27.681 


O O A O 

0.946 


47.680 


1.00 


63.69 




ooo 

332 


c 


ARG 


COO 

569 


O O A OO 

32.462 


O OTO 

-2.676 


50.447 


J Af\Af\ 

1 .00 


61.15 




ooo 
333 


o 


A 

ARG 


569 


O O O A O 

33.249 


-3.137 


A f\ OOO 

49.620 


A O O 

1 .00 


60.59 




OOvl 

334 


M 

N 


GLN 


570 


o o *7n o 

32.788 


-1.713 


C A OOC 

51 .295 


A OO 

1 .00 


60.73 




ooc 
335 


OA 


oLN 


570 


O j4 A O O 

34.123 


A A OO 

-1.132 


r- j OOO 

51 .300 


•4 OO 

1 .00 


OO O -4 

62.31 




33b 


Ob 




570 


34. 1 43 


O 4 CO 

0.150 


CO A OO 

52.120 


A OO 

1 .00 


CO O A 

59.04 


25 


337 


OCa 


GLN 


570 


OO ooo 

33.608 


A OO 4 

1 .361 


C A A A T 

51.417 


A OO 

1 .00 


oo oo 

62.03 


ooo 
338 


CD 


GLN 


570 


o o T r> o 

33.782 


o ooo 

2.606 


CO O A *T 

52.247 


A OO 

1.00 


56.35 




ooo 
339 


UE1 


1 ft. I 

GLN 


C~70 

570 


oo a on 

33.460 


o ooo 

3.698 


C A OO -4 

51.801 


4 OO 

1.00 


OO O o 

62.86 




340 


K 1 CO 

Nb2 


GLN 


570 


o /i ooc 

34.295 


O A Af\ 

2.449 


CO A O^ 

53.467 


A OO 

1.00 


OO 4 "T 

63.17 




OA A 

341 


o 


GLN 


c^o 

570 


OCT 4 /I A 

35. 1 44 


o ooo 

-2.093 


C A OOO 

51 .882 


a /\n 

1 .00 


A A C 

61 .15 




OA O 

34*: 


U 


GLN 


c^o 

570 


o O OOO 

36.293 


O A O A 

-2.134 


C A AAA 

51 .441 


4 OO 

1 .00 


OO CO 

60.50 




O vl O 

343 


N 


VIA 1 

VAL 


571 


34.732 


-2.837 


52.903 


1.00 


60.99 


35 


OA A 

344 


OA 


VAL 


571 


or a c 

35.615 


o ^oo 

-3.792 


CO CCA 

53.554 


A OO 

1.00 


61 .91 


345 


Ob 


\ /A 1 

VAL 


C"7 < 

571 


O C7 O C A 

35.054 


A OOO 

-4.200 


C A OOO 

54.930 


A OO 

1 .00 


CO A O 

58.42 




O AC 

34b 


OG1 


% / A 1 

VAL 


571 


o c ooo 

35.822 


r~ ooo 

-5.393 


C C A OC 

55.485 


A OO 

1 .00 


61 .27 




34/ 


OG2 


\ /A 1 

VAL 


571 


OC A O O 

35.160 


o oo^ 

-3.007 


CC O O H 

55.891 


A O O 

1 .00 


OO CO 

60.58 


40 


O/l o 

34o 


O 


VAL 


571 


oc ooc 

35.805 


C 00"7 

-5.007 


CO ooc 

52.665 


H OO 

1 .00 


62.66 




o/in 
349 


u 


\/A 1 

VAL 


(-7 A 

571 


oo ooo 

36.698 


/— rt OO 

-5.820 


CO OOC 

52.885 


A OO 

1 .00 


CO oo 

58.99 




oca 
350 


M 

INI 


ILL 


5/2 


OA OCO 

34.958 


O 4 4 O 

-5.1 16 


c •* oco 

51 .652 


A OO 

1 .00 


OO OH 

63.61 


45 


351 


OA 


II c 

ILL 


572 


oc Oil o 

35.042 


o ooo 

-6.206 


CO ooc 

50.695 


-i OO 

1 .00 


OO "7 /"> 

63.76 


oco 
352 


Ob 


II c 

ILh 


5/2 


oo c /in 

33. o49 


o c oo 

-6.539 


CO A OO 

50.103 


A OO 

1 .00 


oo oo 

60.98 




353 


O 


it c 
ILL 


5/2 


OO "TOvl 

33.794 


^ A AO 

-7.443 


AO OOO 

48. 883 


A OO 

1 .00 


oo o o 

63.63 






vO I 


II F 




°.9 7P.9 
o<£. / o£ 


-7 1 Q° 


O l . I oo 


I .UU 


0 1 .Uo 


50 


355 


CD1 


ILE 


572 


31.346 


-7.366 


50.801 


1.00 


62.17 




356 


C 


ILE 


572 


35.999 


-5.772 


49.589 


1.00 


60.35 




357 


O 


ILE 


572 


36.733 


-6.587 


49.042 


1.00 


62.13 


55 


358 


N 


ALA 


573 


35.984 


-4.481 


49.265 


1.00 


62.76 




359 


CA 


ALA 


573 


36.879 


-3.936 


48.251 


1.00 


58.47 




360 


CB 


ALA 


573 


36.502 


-2.496 


47.940 


1.00 


61.48 
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TABLE 3 (continued) 



TSSSSSS Hm^ for the qg^ ^^^gggg?^ 




393 
394 
395 
396 
397 



CZ2 
CZ3 
CH2 



TRP 
TRP 
TRP 
TRP 
TRP 



577 
577 
577 
577 
577 



45.930 
44.566 
45.607 
44.263 
45.403 



-2.458 I 


48.780 


1.00 


63.03 I 


-2.200 [ 


50.090 I 


1.00 T 


58.79 j 


-1 .272 j 


49.945 T 


1.00J 


64.04 


-2.668 


51.372 


1.00 j 


60.56 


-1 .698 


47.924 J 


1.00 | 


62.09 


-0.983 


48.611 


1.00 


61.93 


-0.798 


51 .032 


i 1.00 


61 .40 


-2.197 


52.458 


1.00 


59.59 


-1.271 


52.277 


1.00 


] 61.92 


-5.272 


48.509 


1.00 


1 64.09 


-5.238 


48.055 


1.00 


1 61.89 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




A I UM 


Al UM I Yrb 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


one 




A 1 A 

ALA 


578 


a o r\ c o 

43.958 


C OOvl 

-5.824 


A O O^O 

49.678 


A OO 

1.00 


OO A O 

60.10 




o99 


OA 


A 1 A 

ALA 


CTO 

578 


J A m A 

44.974 


A A H H 

-6.411 


CO C A A 

50.541 


A OO 

1.00 


0 4 00 
61.99 




a o A 

400 


Cd 


A 1 A 

ALA 


cto 

578 


A A O A A 

44.342 


a ao^ 

-6.937 


C 4 OOO 

51 .828 


1.00 


57.97 


10 


a r\A 

401 


c 


A 1 A 

ALA 


578 


A r* TO A 

45.704 


t^ coo 

-7.526 


49.828 


1.00 


61.84 




A AO 

402 


O 


A 1 A 

ALA 


578 


j| /-» AAA 

46.890 


-7.718 


50.034 


1.00 


60.47 




a ao 

403 


N 


LYS 


579 


a a rtn a 

44.988 


-8.251 


48.979 


1.00 


61 .79 


15 


A A A 

404 


CA 


LYS 


cto 

579 


a rr ^t o 

45.573 


n oc a 

-9.354 


AO OOO 

48.233 


1.00 


60.65 


a o r 

405 


CB 


LYS 


579 


44.472 


-10.320 


47.784 


1.00 


62.20 




406 


CG 


LYS 


cto 

579 


43.479 


-10.656 


48.893 


^ A A 

1.00 


63.14 




A f\T 

\ 407 


| CD 


LYS 


579 


AO o o o 

42.688 


-11.944 


48.636 


1.00 


58.27 


20 


A AO 

408 


/"-\ r— 

CE 


LYS 


^ "TO 

579 


A A 'I'lC 

41.775 


4 4 OOO 

-11.862 


A —f A A O 

47.419 


4 OO 

1.00 


C" O A ~ 7 

58.47 




409 


K 1 ~7 

NZ 


LYS 


579 


41.093 


-13.167 


A ^ 4 An 

47.129 


1 .00 


62.99 




a a r\ 

410 


C 


LYS 


579 


46.389 


-8.895 


a ^ r\ /~\ a 

47.024 


4 AA 

1.00 


61 .02 


25 


AAA 

411 


o 


LYS 


CTO 

579 


A T s\ A A 

47.014 


O ~ 7 A O 

-9.713 


A O O C O 

46.356 


A OO 

1 .00 


00 4 0 
63.16 


A A O 

412 


N 


A 1 A 

ALA 


580 


A O OOO 

46.383 


-7.596 


A O TOO 

46.738 


A OO 

1.00 


A4 OA 

61.84 




A 4 O 

413 


CA 


A 1 A 

ALA 


coo 

580 


A T j rn 

47.153 


-7.079 


A f~ 0 4 O 

45.610 


4 OO 

1 .00 


CO O A 

58.94 




AAA 

414 


CB 


A 1 A 

ALA 


c oo 

580 


A O OOO 

46.339 


0 OOO 

-6.062 


A A Ci A ~T 

44.817 


4 OO 

1.00 


O 4 A A i 

61.14 


on 


A A C 

415 


C 


A 1 A 

ALA 


r- oo 

580 


AO A O O 

48.439 


O A A O 

-6.446 


AO A O ~T 

46.137 


4 OO 

1.00 


OO A O 

60.40 




vl 4 A 

416 


o 


A 1 A 

ALA 


580 


A O OT O 

49.378 


/"» ^ 00 
-6.190 


A r" 0"7 /4 

45.374 


A OO 

1.00 


OO A C 

60.45 




A A ~7 

417 


N 


ILE 


c o 4 

581 


AO A o r - 

48.465 


O 4 O - T 

-6.197 


A ~ 7 A a r~ 

47.445 


4 OO 

1 .00 


00 0 0 
60.82 


35 


a a a 

418 


CA 


ILE 


C O A 

581 


AO. O O 4 

49.631 


f— OO A 

-5.631 


AO AAA 

48.111 


1.00 


60.29 


a a a 

419 


CB 


ILE 


581 


49.375 


-5.412 


49.630 


1.00 


58.24 




A OA 

420 


CG2 


1 1 r - 

ILE 


IT OA 

581 


CO AC A 

50.654 


A OO^ 

-4.997 


CO O O A 

50.324 


4 OO 

1.00 


OO AO 

63.40 




A OH 

421 


CG1 


ILE 


C O 4 

581 


A o nrir 

48.295 


-4.353 


49.847 


4 OO 

1 .00 


62.12 


AO 


A oo 

422 


CD1 


1 1 c* 

ILE 


C O 4 

581 


47.769 


A nn i 

-4.324 


r— a OCT 

51 .257 


4 OO i 

1 .00 


62.13 




A OO 

423 


c 


ii c* 
ILE 


C04 

581 


c a o o o 

50.690 


^00 
-6.706 


A —» OCC 

47.965 


4 OO 

1 .00 


62.02 




424 


o 


1 1 r* 

ILE 


CO A 

581 


rri r* a A 

50.541 


-7.805 


48.500 


4 OO 

1.00 


04 00 
61 .29 


45 


A OC 

425 


N 


PRO 


coo 

582 


51 .773 


-6.412 


A T OOO 

47.233 


A OA 

1 .00 


AO O A 

62.24 


426 


CD 


PRO 


coo 

582 


CO A OT 

52. 1 37 


C 4 OO 

-5.123 


A O OOO 

46.623 


A A A 

1 .00 


A 4 4 A 

61 .16 




A 0"7 

427 


a 

CA 


PRO 


582 


CO O OT 

52.837 


-7 OOT 

-7.397 j 


a —7 r\ A A 

47.041 


4 AA 

1.00 


O A OO 

64.30 i 








rnU 


coo 


CO QQO 


c ceo 
-o.obo 


ACt A act 
4D.400 


•i AA 


C1 00 

bl .0^ 


50 


429 


CG 


PRO 


582 


53.294 


-5.515 


45.720 


1.00 


57.84 




430 


C 


PRO 


582 


53.208 


-8.082 


48.341 


1.00 


62.26 




431 


O 


PRO 


582 


53.291 


-7.451 


49.390 


1.00 


61.55 


55 


432 


N 


GLY 


583 


53.413 


-9.386 


48.268 


1.00 


60.04 




433 


CA 


GLY 


583 


53.788 


-10.138 


49.447 


1.00 


63.24 




434 


C 


GLY 


583 


52.721 


-10.313 


50.509 


1.00 


58.28 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE | 


RESIDUE 


# 


X ] 


v 

T 


7 


R 


ATOM 


435 I 


0 1 


GLY 


583 


52.976 


^ n qco 


j i .0 iy 


1 nn 


61 03 


436 [ 


N |~ 


PHE 


584 


51.527 


r\ 7CQ 
-9./00 


OU.o^u 


1 nn 


59 53 


437 I 


CA 1 


PHE 


584 


50.517 


-y.yj<£ 




1 no 


60 33 


438 | 


CB 1 


PHE 


584 


49.356 


-o.ybu 


ci onn 


1 nn 


59 83 


439 | 




PHE 


584 


48.314 


-y. 1 u/ 




1 nn 


62 69 

\Jtmm - W tS 


440 I 


CD1 1 


PHE 


584 


48.583 ( 


0 coo 

-o.oyy 


OO.O/D 


1 nn 

I .uu 


65 80 


I 441 I 


CD2 1 


PHE 


584 


47.075 | 


n C77 

-9.D// | 


co r\nn 


1 nn 

1 .uu 


59 15 


442 


CE1 1 


PHE 


584 1 


47.636 | 


Q QC/I 

-o.oo4 | 


0*f.ODD 


1 nn ! 

I -UU 


63 90 


443 [ 


ci2 [ 


PHE 


584 1 


46.123 


n 0 0 v 

-9.837 \ 


co nnn 
oo.uuu 


1 nn 

I .uu 


62 77 


444 I 


cz 1 


PHE 


584 1 


46.405 


f\ A OO 

-9.4<£o 


04. ^yo 


1 nn 

1 .uu 1 


62 23 


445 I 


c 1 


PHE 


584 1 


49.960 


-11.33d 


oi.ooy 


1 nn 

1 .uu 


59 87 


446 I 


O 1 


PHE 


584 1 


49.874 | 


A A flC7 1 

-11.967 




1 nn 

1 .uu 


60 23 


I 447 I 


N 


ARG 


585 1 


49.584 


-1 1.848 


ou. i yo 


1 nn 

I .uu 


61 22 


448 


~CA | 


ARG 


585 j 


49.021 


-13.183 




1 nn 

I .uu 


62 87 


449 J 


CB 


ARG 


585 


48.025 


4 O Jl AC I 

-13.405 j 


4y.U4^ 


1 nn 

I .UU I 


61 05 


I 450 


CG 


ARG 


585 


An A f\f* 

48.486 


HO OHO i 

-1 o.d\ c. 




1 nn 

1 .uu 


62 14 


I 451 


CD 


ARG 


585 


47.253 


-13.326 


/ic con 
4b.oyu 


1 nn 

I .uu 


59 51 


452 


NE 


ARG 


585 


A St AA A 

46.321 


4 A OOC 

-14.3^5 


A~7 OOG. 


1 nn 

I .uu 


57 83 


I 453 


CZ 


ARG 


585 


45.253 


4 A OOC 

-14.826 


4D.oy/i 


1 nn 

I .uu 


62 40 


454 


NH1 


ARG 


585 


A A /** /*» A 

44.934 


AAA on 

-14.430 


4D.v5bU 


1 nn 

I .uu 


64 51 


455 


NH2 


ARG 


585 


44.509 


-15.752 


A~7 \ Q/1 

1 4 / . 1 y4 


1 nn 

I -UU 


i 62 15 


I 456 


C 


ARG 


585 


50.053 


I -14.290 


! 0U.0U0 


i 1 nn 


\ 61 04 


457 


I ° 


ARG 


585 


49.781 


1 4 c a no 

-15.436 


1 4y.yot 


1 nn 

I .uu 


I 59 18 


458 


I N 


| ASN 


586 


I 51 .232 


-13.935 


DU.oll 


1 nn 

I I .uu 


3 59 32 


| 459 


| CA 


I ASN 


586 


52.319 


4 yf ono 

j -14.893 


K1 HQ1 
O I .U^ ! 


1 nn 

1 .uu 


1 62 11 


460 


CB 


ASN 


586 


53.659 


-14.329 


\ cn Kvit^ 
OU.D40 


1 nn 

l .uu 


T 57 88 


I 461 


| CG 


ASN 


586 


] 53.910 


-14.59b 


I AQ C\7i 

4y.u/ 1 


I 1 nn 

I I .uu 


! 62 73 


462 


OD1 


ASN 


586 


j 54.772 


-13.964 


>i 0 a cn 
4o.4oU 


•\ nn 
I .uu 


R4 fl7 


463 


ND2 


ASN 


586 


53.164 


I -4 C C C -4 

j -15.551 


1 40.0U4 


; 1 nn 

I .uu 


\ 63 32 


464 


I C 


| ASN 


586 


52.396 


I a rr oh O 

-15.218 


co cno. 


1 nn 

I .uu 


i 61 24 


465 


I 0 


| ASN 


586 


53.093 


-16.138 


52.916 


a nn 
1 .OU 




466 


I N 


| LEU 


587 


51.692 


I -14.446 


53.314 


1.00 


62.98 


467 


| CA 


I LEU 


587 


51.677 


-14.732 


54.735 


1.00 


63.89 


468 


CB 


LEU 


587 


51.210 


-13.502 


I 55.522 


1.00 


63.58 


I 469 


| CG 


] LBJ 


587 


1 52.163 


I -12.299 


I 55.501 


f 1.00 


63.59 


I 470 


CD1 


LEU 


587 


51 .405 


-11.009 


55.348 


1.00 


58.78 


H471 


| CD2 


1 LEU 


587 


1 52.967 


j -12.280 | 56.773 


1.00 


1 6U86 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


* • 

# 


A 


Y 


z 


B 


ATOM 


5 


A "70 

472 


c 


i t~ 1 1 
LEU 


**w 

587 


Cft O^ft 

50.679 


-15.879 


54.848 


1 .00 


XX A /"\ ^\ 

61.92 




A TO 

473 


o 


LEU 


587 


50.000 


-16.209 


53.865 


4 ft ft 

1.00 


61.57 




474 




■ Jin 

HIS 


r- t*\ t*\ 

588 


50.598 


-16.497 


56.024 


1 .00 


57.84 


10 


A 

475 


CA 


HIS 


588 


a ft ft"^ft 

49.676 


-17.609 


56.235 


1 .00 


^x rx rx A 

62.30 




476 


CB 


■ JIM 

HIS 


r -1 a /-v 

588 


49.674 


-18.016 


57.710 


J SX /X 

1 .00 


/X »*X A — • 

63.47 




477 


CG 


HIS 


r~ /"X A 

588 


49.180 


J /*\ AAA 

-19.411 


57.962 


J //X i"X 

1 .00 


x% xx xx y*x 

62.99 


15 


a "m 

478 


CD2 


HIS 


^ i*X ^x 

588 


49.817 


-20.502 


58.447 


1.00 


58.47 


479 


•w i r*v a 

ND1 


ill r> 

HIS 


588 


47.886 


-19.808 


57.705 


J /X. /X 

1.00 


57.63 




480 


CE1 


HIS 


r - 

588 


47.748 


/r> j f\ r% a*\ 

-21 .083 


58.021 


j /X /rx 

1 .00 


XX XX XX 

60.07 




481 


NE2 


III fN 

HIS 


^ *x fx 

588 


48.905 


-21 .527 


58.474 


J AA 

1 .00 


XX ^ XX ^ 

61.65 


20 


482 


C 


III f"N 

HIS 


n n 

588 


48.304 


-17.100 


f" f» /x /rx 

55.839 


A /"X /"\ 

1.00 


/X J /X J 

61 .24 




A f> O 

483 


o 


i 1 1 rs 

HIS 


r* rt 

588 


48.137 


-15.900 


55.641 


1.00 


58.81 




484 


N 


i r™" i i 

LEU 


589 


47.325 


-17.990 


55.714 


1 .00 


X\ /TX 

60.37 


25 


485 


CA 


i r—i i 

LEU 


c r\ f\ 

589 


45.990 


-17.542 


55.346 


1 .00 


xx /rx 

63.23 


A Ci O 

486 


CB 


LEU 


c »n r\ 

589 


A P rx ^ /^v 

45.219 


-18.626 


^ 4 ^ /fX /fX 

54.588 


1 .00 


XX ^X fX J 

60.24 




487 


CG 


LEU 


f ft ft 

589 


44.233 


-18.127 


53.516 


1.00 


^ ^\ r> /fx 

59.80 




A O O 

488 


CD1 


i r~i i 

LEU 


589 


43.798 


-19.286 


52.630 


A /~\ /^X 

1 .00 


x^ ^ rx r~ 

65.35 


on 
30 


489 


CD2 


i n i 

LEU 


r— f*\ f*\ 

589 


43.025 


-17.486 


54.148 


j /X /"X 

1 .00 


61 .31 




490 


C 


■ i - 1 1 
LEU 


589 


45.249 


A T A ft A 

-17.184 


56.616 


1 .00 


59.85 




491 


o 


i ^™ t i 

LEU 


589 


44.150 


-16.645 


56.563 


1 .00 


^X X\ 

59.20 


35 


492 


Ik 1 

N 


ASP 


r— /-i /rx 

590 


45.852 


-17.469 


57.763 


1.00 


x\ <^X XX XX 

60.93 


a ft o 

493 


CA 


ASP 


w— /X /-I 

590 


45.200 


-17.158 


59.027 


-4 /X /X 

1.00 


A rx 

61.82 




494 


CB 


ASP 


590 


45.551 


-18.204 


60.097 


1.00 


xx /rx xx <^ 

62.69 




495 


CG 


a r"» r" i 

ASP 


590 


44.823 


-19.529 


^ /x o ^x o 

59.898 


J y-\ **X 

1 .00 


o /*X ^x 

58.29 


40 


496 


OD1 


a o n 

ASP 


590 


A A A 

44.642 


-19.955 


58.738 


1 .00 


^ ^X XX /x 

59.06 




497 


OD2 


ASP 


590 


44.447 


-20.1 59 


/X #X jrX J f\ 

60.910 


1 .00 


xx a r\ A 

64.34 




498 


C 


ASP 


590 


45.608 | 


-1 5.771 


^ #x ^ /x 

59.504 


1 .00 


59.77 


45 


499 


O 


ASP 


590 


44.915 


-15.153 


60.314 


4 ft ft 

1.00 


yf> #rx — 7 rx 

60.73 


tftft 

500 


N 


ASP 


591 


46.734 


-15.278 


^ /fx a A 4 

59.001 


1.00 


r~ /T\ /x /rx 

59.62 




r- r\ a 

501 


CA 


ASP 


591 


47.211 


^ /■» AAA 

-13.960 


eft 4 ft 4 

59.401 


4 ft ft 

1 .00 


61 .48 




o\Jc. 


Ob 


AOD 

Abr 


CO H 

591 


4o. 7oo 


-1 o.obl 


CA OvIA 


a r\f\ 


b0.79 


50 


503 


CG 


ASP 


591 


49.479 


-14.900 


60.065 


1.00 


57.79 




504 


0D1 


ASP 


591 


49.012 


-15.239 


61.176 


1.00 


66.77 




505 


0D2 


ASP 


591 


50.543 


-15.366 


59.606 


1.00 


65.51 


55 


506 


C 


ASP 


591 


46.531 


-12.927 


58.529 


1.00 


62.56 


507 


0 


ASP 


591 


46.255 


-11.812 


58.967 


1 : 00 


59.26 




508 


N 


GLN 


592 


46.278 


-13.323 


57.285 


1.00 


62.10 
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TABLE 3 (continued) 



ATOM | ATOM TYPE 

509 I CA 

510 | CB 

511 \ CG 

512 I CD 



55 



513 



519 



520 



521 



SD 



522 



523 



N 



533 



CA 



534 



537 



CD2 



538 



539 



540 



545 



CD2 



THR 



LEU 



LEU 



594 



595 



595 



595 



595 



595 



X 


Y 


45.613 


"72473 


45.432 


-13.227 


46.751 [ 


-13.456 


46.595 I 


-14.100 


45.597 


-13.887 


47.600 


-14.875 


44.269 I -12.097 


43.768 


-10.993 


43.70f 


1 -13.028 


42.413 


| -12.815 



B 



ATOM 



41.740 -14.162 



41.290 -14.935 



40.51 0 I -16.524 
"^71^029 



52.213 
52.505 
56.906 
56.706 



1.00 



62.08 



57.660 
58.302 



58.597 ! 1-00 
57.357 I 1-00 



57.7 76 | 1-00 
^59.273 1.00 



-12.014 | 59.594 1.00 



59.837 1-00 



60.42 



60.415 1-00 



61.83 



61 .6 74 | 1-00 
62.518 1-00 



62.023 I 1-00 
63.977 I 1.00 



65.18 



62.23 



44.127 -10.194 



43.673 1^279 
44.927 I -9.987 
45.325 I -8.647 



61 .378 
62.071 
60.337 
59.938 



62.61 
60.17 



46.372 



-8.712 58.826 



47.788 -9-074 [5^266 



60.31 



61.48 



1.00 



62.70 



1.00 



60.61 



63.20 



48.268 



44.128 
43.835 



43.439 
42.282 
41.703 



42.351 
42.036 
41.859 



60.316 1-00 



62.58 



59.47 5 | 1.00 
60.051 1-00 



63.38 
60.70 



58.43 6 I 1-00 
57.924 1-00 



60.66 
60.47 



56.699 1 00 60.10 



55.39 2 | LOO 
54.25 4 \ 1.0 0 
~55.073 1-00 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM T Yrc 


nrnir\i if" 

RESIDUE 


# 


X 


v/ 

Y 


z 


B 


A ~T~/"*\ ft 4 

ATOM 


5 


C AC? 

546 


C 


1 C 1 1 

LEU 


rtrt 

596 


A 4 rtrtrt 

41.223 


a rt A 

-7.424 


r*" rt rtrtrt 

58.989 


^ rt rt 

1.00 


IT rt rt rt 

58.32 




547 


o 


■ i — i ■ 
LEU 


Crtrt 

596 


A rt ^ (— 4 

40.451 


rt ji ft rt 
-6.480 


IT rt rtrt 1^ 

58.965 


1.00 


rt<4 a ft 

61.48 




548 


k 1 

N 


GLN 


597 


41.201 


rt nr 4 

-8.354 


r- rt rt rt r- 

59.935 


1.00 


rtrt ji rt 

62.48 


10 


549 


CA 


GLN 


^ rt^ 

597 


j| rt rtrtrt 

40.230 


rt rt rt^» 

-8.327 


rt ^ rt rt ^ 

61 .031 


1.00 


rt 4 rtrt 

64.28 




cert 

550 


CB 


GLN 


^ rt^ 

597 


A rt ^ 1~\t~\ 

40.128 


rt. ^ y% 

-9.712 


rt ^ rt rt r 

61.685 


1.00 


59.49 




551 


CG 


/*> i k i 
GLN 


ert^ 

597 


rt rt rtrt rt 

38.936 


-10.561 


rt ^ rt-»rt 

61 .279 


A Jf\ A*\ 

1.00 


64.66 


15 


e e rt 

552 


CD 


GLN 


r - rt^* 

597 


rt rt rt^rrt 

38.972 


a a r\ a r\ 

-11.940 


61.920 


1.00 


60.50 


C C ft 

553 


OE1 


^> i k i 
GLN 


c rt^ 

597 


rtrt rtrtrt 

39.080 


-12.078 


rtrt ji rt 

63.149 


1.00 


60.07 




rri 

554 


NE2 


/~> ■ k i 
GLN 


it rt^ 

597 


rtrt rt rt -4 

38.881 


-12.975 


rt u rt r\ 

61.087 


1.00 


f\ r- rt ^ 

65.01 




it r ^ 

555 


C 


/—> i k i 
GLN 


597 


a rt rt ^ rt 

40.612 


T rt A A 

-7.314 


rtrt A A rt 

62.110 


A rtrt 

1.00 


f> A 4f> A 

61.61 


20 


556 


o 


GLN 


597 


ft rt "Tft rt 

39.780 


rt rtrt rt 

-6.933 


rtrt rt rtrt 

62.932 


A rt rt 

1.00 


rt <4 rtrt 

61 .06 




557 


k 1 

N 


^p*\ x r~« 

TYR 


rt rt 

598 


41.875 


rt rt rt rt 

-6.896 


rtrt rt rt ^ 

62.097 


1 .00 


dS A /> A\ 

64.61 




ceo 

558 


CA 


TYR 


^rt rt 

598 


42.418 


r* rt rt 

-5.958 


rtrt A^rr 

63.075 


A rtrt 

1.00 


rt rt "rrt 

60.76 


25 


cert 

559 


CB 


TYR 


e rt rt 

598 


j /*% ^rrt ^ 

43.761 


rt A rt rt 

-6.468 


rtrt ^ rt rt 

63.588 


1.00 


^ rt rt ^ 

59.35 


e rt rt 

560 


CG 


TYR 


c rt ft 

598 


^ rt rt rtrt 

43.692 


-7.564 


64.613 


1 .00 


rt rt rt 

63.67 




Cft 4 

561 


/"*C\ 4 

CD1 


—r-\/ r-» 

TYR 


C rt ft 

598 


j| rt Crtrt 

42.509 


rt rt r"*r 

-8.257 


rt A rt ert 

64.850 


A rtrt 

1.00 


rt 4 rt a 

61.84 




c rtrt 

562 


CE1 


TYR 


r f\ r\ 

598 


A rt i r ^ 

42.451 


rt rtrtrt 

-9.262 


rt ^ rt -i rt 

65.812 


1.00 


rt ^ A rt 

61.13 




Cftrt 

563 


CD2 


TYR 


598 


A A rtrtrt 

44.820 


— y rtrtrt 

-7.906 


rt ^ rt r - rt 

65.358 


a rtrt 

1.00 


rt J J rt 

61 .13 




Crt A 

564 


r - rt 

CE2 


TYR 


598 


A A *~T^y A 

44.774 


rt rt A r~ 

-8.915 


o rt rtrt 

66.322 


a rt rt 

1.00 


rt rt r\ a 

62.04 




565 


cz 


TYR 


i~ /"v o 

598 


a rt ^ rt rt 

43.588 


rt rt rt 

-9.583 


rt rt A A 

66.544 


1.00 


rtrt, rt A 

60.04 


35 


eft ft 

566 


OH 


TYR 


e rt rt 

598 


a rt e rt rt 

43.536 


^ rt r" ji rt 

-10.549 


rt^ ^ j rt 

67.519 


A rtrt 

1.00 


rt rt r~ "T 

62.57 


567 


c 


T\/n 

TYR 


i— rt 

598 


j| rt rtrtrt 

42.639 


a ^ r rt 

-4.553 


rtrt r* 4 rt 

62.549 


1.00 


rtrt rt a 

62.24 




568 


o 


T\/n 

TYR 


Crt ft 

598 


>l rt -4 C ft 

43.158 


rt rtrtrt 
-3.690 


rtrt rtCrt 

63.256 


4 rtrt 

1.00 


rt 4 i r 

61 .45 




C rtrt 

569 


k i 

N 


o r™ c» 

SER 


c rt *r\ 

599 


42.278 


A rt A rt 

-4.312 


rt 4 rt rt r* 

61 .305 


A rtrt 

1 .00 


r - rt rtrt 

58.28 




CTrt 

570 


CA 


SER 


crtrt 

599 


42.491 


rt rt ft ft 

-2.988 j 


rtrt *T"^ ji 

60.774 


a rtrt 

1 .00 


rtrt rtrt 

62.69 




571 


CB 


SER 


crtrt 

599 


a rt ft rt~r 

43.837 


rt rt a rt 

-2.949 


rtrt rt ji rt 

60.046 


A rtrt 

1.00 


rtrt r~ 

62.55 




572 


OG 


SER 


r* rt rt 

599 


A A rtrtrt 

44.008 


A rtrtrt 

-4.083 


i^rt rt 4 rt 

59.216 


a rt rt 

1 .00 


rt rt ^Trt 

62.72 


45 


573 


C 


c*r~n 

SER 


crtrt 

599 


Jl A rtrt c 

41.365 


rt crt c 

-2.525 


Crt ft ft ~ 7 

59.867 


4 rtrt 

1.00 


rt A Art 

64.40 


C^ /I 

574 


o 


SER 


t~ rtrt 

599 


a •« rtrtrt 

41.398 


4 A rt IT 

-1.405 


i^rt rt rt^ 

59.367 


A rtrt 

1 .00 


rtrt A rt 

62.40 




575 j 


k 1 

N 


T r~» o 

TRP 


/> rtrt 
600 


Art rt C O 

40.358 


rt ft ^ c 

-3.375 


crt 

59.677 


1 .00 


Crt A ft 

59.48 




o/b 


OA 


TDD 

1 Hr 


bOO 






CQ ft ft "T 

bo.oU/ 


Art 

1 .uu 


rto ft n 

D2.00 


50 


577 


CB 


TRP 


600 


38.073 


-4.031 


58.932 


1.00 


64.17 




578 


CG 


TRP 


600 


37.282 


-3.951 


60.198 


1.00 


62.02 




579 


CD2 


TRP 


600 


36.105 


-3.166 


60.420 


1.00 


58.67 


55 


580 


CE2 


TRP 


600 


35.754 


-3.311 


61.781 


1.00 


61.68 


581 


CE3 


TRP 


600 


35.314 


-2,350 


59.603 


1.00 


62.68 




582 


CD1 


TRP 


600 


37.583 


-4.533 


61.395 


1.00 


58.92 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


v 

A 


Y 


Z 


B 


ATT r\ h A 

ATOM 


5 


a a A 

620 


CA 


A 1 A 

ALA 


A A C 

605 


oo on 

38.357 


r» i oo 

5.409 


58.664 


ml A A 

1.00 


A A A A 

60.49 




ao-* 

621 


CB 


A 1 A 

ALA 


A A r" 

605 


OO Ml 

38.667 


5.317 


AO A OO 

60.132 


4 AO 

1.00 


rro 4 r~ 

59.15 




A A 

622 


C 


A 1 A 

ALA 


A A C" 

605 


OO OO A 

39.381 


A OOO 

6.309 


57.985 


Mi A A 

1.00 


A 4 r~ A 

61.50 


10 


a ao 

623 


o 


A 1 A 

ALA 


a a r* 

605 


OA A - F 4 

39.071 


™ T 4 O^ 

7.427 


- T J— A A 

57.583 


*i A A 

1.00 


r— /-\ A A 

59.82 




A A 4 

624 


A 1 

N 


PHE 


606 


40.608 


5.810 


57.870 


M\ A A 

1 .00 


A A r~ A 

63.59 




A A r" 

625 


CA 


PHE 


AAA 

606 


A A ™y A A 

41.700 


6.554 


t^^9 A A 

57.258 


M\ A A 

1.00 


A A A r- 

60.15 


15 


AAA 

626 


CB 


PHE 


AAA 

606 


4 A AA i 

42.981 


f— ~7 4 A, 

5.713 


f™^^ A A 

57.285 


Ml A A 

1.00 


A A ^ 

63.75 


A A"*7 

627 


CG 


PHE 


AAA 

606 


J 4 A A"^ 

44.237 


o a a 

6.490 


r* A A A A 

56.999 


A A A 

1.00 


A A\ A A 

64.30 




aoo 

628 


CD1 


PHE 


AAA 

606 


A A 

44.723 


7.424 


57.913 


A A A 

1.00 


A J ■ ■ 

61 .77 




629 


CD2 


PHE 


AAA 

606 


4 4 A f 7 

44.957 


6.265 


p— f— AAA 

55.829 


A A A 

1 .00 


A A ji 

60.74 


20 


AAA 

630 


CE1 


PHE 


AAA 

606 


A r~ Ai o 

45.910 


O 4 4 A 

8.118 


57.665 


4 A A 

1 .00 


A 4 OO 

64.00 




631 


CE2 


nil rr 

PHE 


AAA 

606 


46.145 


6.955 


55.575 


4 A A 

1.00 


62.47 




632 


cz 


PHE 


AAA 

606 


46.620 


A ~ 7 A 

7.879 


^ A > A A 

56.496 


4 A A 

1.00 


A A A P 

63.95 


25 


633 


C 


PHE 


AAA 

606 


A A\ A r\ 

41.362 


6.933 


55.825 


A OA 

1.00 


A 4 OA 

61 .96 


634 


/■"V 

o 


PHE 


AAA 

606 


A A\ T ^ 4 

41.751 


^ A A A 

7.991 


55.356 


A S*\ A 

1.00 


A A A 

60.07 




635 


N 


A 1 A 

ALA 


A A^ 

607 


iA A J J 

40.644 


A A AO 

6.063 


f— r- 4 OA 

55.126 


4 A A 

1 .00 


AO OO 

62.00 




A O «r 

636 


CA 


A 1 A 

ALA 


A A^ 

607 


4 a AA 4 

40.264 


A OOO 

6.338 


53.745 


4 A A 

1 .00 


57.50 


30 


A A-7 

637 


A n 

CB 


A 1 A 

ALA 


a at 

607 


A A o a a 

39.888 


5.051 


f- A A A A 

53.039 


U A A 

1.00 


^ A A A 

59.69 




A O O 

638 


C 


A 1 A 

ALA 


A A^T 

607 


A A ^ AT 

39.105 


7.324 


f« A A A jI 

53.684 


4 A A 

1.00 


o i A A 

64.88 




AAA 

639 


o 


ALA 


a at 

607 


AA A A 4 

38.931 


8.030 


^ A A A 

52.703 


A A A 

1.00 


r~ A. A A 

59.60 


35 


A J A 

640 


N 


l r — i i 

LEU 


AAA 

608 


A A AAA 

38.292 


7.361 


54.723 


A A A 

1.00 


^ A A A 

59.93 


A i 4 

641 


CA 


i n i 

LEU 


608 


a t -4 a a 

37.196 


8.307 


54.725 


4 A A 

1 .00 


A 4 *r A 

61 .70 




AiA 

642 


CB 


i i — 1 1 
LEU 


AAA 

608 


OA AAA 

36.222 


7.972 


55.883 


A\ A A 

1.00 


59.57 




A JA 

643 


CG 


i i — i ■ 
LEU 


AAA 

608 


35.125 


8.918 


^ A J A A 

56.402 


A\ A A 

1 .00 


A A 

62.57 


An 


Ail 

644 


CD1 


i r~ i i 

LEU 


AAA 

608 


O i ooo 

34.229 


A O AO 

9.360 


^ f A A^T 

55.287 


4 A A 

1 .00 


AO r~ 4 

63.51 




645 


CD2 


LEU 


AAA 

608 


O A A A A 

34.298 


A AiA 

8.246 


f— — y 4 O O 

57.488 


4 A A 

1.00 


f— A A A 

59.98 




646 


c 


i i — 1 1 
LEU 


A AO 

608 


0""7 O A O 

37.862 


O A AO 

9.662 


r— A A O IT 

54.935 


A A A 

1 .00 


A 4 *r J 

61 .71 


45 


/"> 4 ""7 

647 


o 


i r~i i 

LEU 


AAA 

608 


m C A A 

37.500 


HO A i P 

10.645 


A" 1 AO 4 

54.294 


4 AO 

1 .00 


»T A 

57.56 


AiA 

648 


N 


GLY 


AAA 

609 


O O O £> O 

38.869 


A AOO 

9.692 


CC AAA 

55.806 


4 OO 

1 .00 


CO A A 

59.60 




/> 4 O 

649 


/•N A 

CA 


GLY 


AAA 

609 


OO coo 

39.583 


A A OOO 

10.920 


r- A OOO 

56.086 


4 OO 

1 .00 


A A 4 A 

60.49 




DDU 


L» 


oLY 


buy 


Af\ 0*30 


1 1 .DUD 


CA OCA 

04.CJ0U 


1 .uu 


oy. i / 


50 


651 


0 


GLY 


609 


40.189 


12.710 


54.625 


1.00 


61.65 




652 


N 


TRP 


610 


40.835 


10.650 


54.039 


1.00 


62.47 




653 


CA 


TRP 


610 


41.488 


11.102 


52.823 


1.00 


61.40 


55 


654 


CB 


TRP 


610 


42.141 


9.917 


52.123 


1.00 


62.68 


655 


CG 


TRP 


610 


42.744 


10.264 


50.817 


1.00 


62.61 




656 


CD2 


TRP 


610 


43.955 


10.991 


50.604 


1.00 


61.10 
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TABLE 3 (continued) 



ATOM | 


ATOM TYPE | 


RESIDUE 


# 


X I 


Y 


£- \ 


R 
D 


ATOM 
62 45 1 


657 | 


CE2 1 


TRP 


510 


44.139 J" 


11.095 j 


ac\ ono 
49.2U9 j 


1 nn 

I .uu 




658 I 




TRP 


610 T 


44,906 | 


11.565 | 


51 .457 


1 nn 


63 78 i 


|~659 \ 


CD? j 


TRP 


610 I 


42.254 I 


9.965 j 


Af\ COO I 

49. bod 


1 nn 
I .uu 


58 08 1 


660 I 


NE1 1 


TRP 1 


610 I 


43.086 I 


10.459 I 


48.608 | 


■i nn 
l .uu 


62 17 
60 53 I 


\ 661 I 


022 1 


TRP 1" 


610 I 


45.238 


11.751 | 


48.64b 


1 nn 
I .uu 




| 662 I 


CZ3 | 


TRP j" 


610 I 


46.001 I 


12.219 I 


rr\ one I 

50.896 


1 nn 
1 .uu 


62 27 


j 663 | 


CH2 | 


TRP j 


610 r 


46.156 j 


12.305 j 


a r\ CAE i 

49.505 [ 


a nn 
1 .uu 


60 31 


664 I 


C 1 


TRP 1 


610 I 


40.517 I 


11.797 I 


51.874 


1 .UU [ 


6n an 


j 665 I 


0 [ 


TRP j 


610 I 


40.797 I 


12.866 l 


r— .J OC O I 

51 .358 


•t nn 1 
1 .UU 


60 72 ! 


j 666 j 


N j 


ARG | 


611 I 


39.368 j 


11.191 j 


51 .639 


1 nn 
I .uu 


61 36 


I 667 I 


CA j 


ARG | 


611 j 


38.412 


11.790 I 


50.7oo 


1 nn 

I .UU | 


58 33 1 

62 33 1 


668 


CB | 


ARG j 


611 I 


37.254 


10.817 | 


50.486 


■t nn ' 
1 .UU 




669 I 


CG 1 


ARG 1 


611 I 


37.684 


9.490 j 


Ar\ o~70 i 

49.873 


-\ nn 
\ .uu 


60 18 1 


670 f 


CD "j 


ARG [ 


611 j 


36.476 


8.686 j 


49.426 


■i nn 1 
1 .UU 


83 


671 


NE 1 


ARG 


611 | 


35.604 | 


8.333 | 


50.544 i 


i nn 
i .UU 


61 17 I 


672 ~J 


ci 


ARG 1 


611 I 


35.817 


7.308 | 


51 .366 


1 .UU 




673 


NH1 


ARG 


611 1 


36.875 


6.528 J 


51.187 1 


n nn ! 
1 .00 


61 47 


674 


NH2 


ARG 


611 


34.988 


7.072 


52.376 


*i nn 
I .UU 


62 25 


675 


C 


ARG 


611 


37.898 


13.128 


51 .277 


•4 nn 
I 1 .UU 


6P Q3 
S 61 13 1 


676 


0 


1 ARG 


611 


37.610 


I 14.051 


50.502 


■i nn 
i .UU 


\J 1 . 1 o 


j 677 


I N 


j SER 


612 


37.806 


I 13.234 


52.603 


1 -i nn 
1 .UU 


1 60 ?6 


678 


CA 


SER 


612 


37.321 


| 14.450 


53.263 


•\ nn 
1 .UU 


i 63 90 
T 6? 00 1 


679 


| CB 


1 sIr 


612 


1 37^057 


I 14.172 


I 54.736 


a nn 
1 1 .UU 


1 Ut. .Uu j 


680 


1 OG 


1 sIr 


612 


1 36.011 


13.234 


54.875 


a nn 
1 .UU 


i 62 1 
1 61 68 1 


681 




"j sIr 


612 


1 38.263 


1 15.637 


CO H 07 

53.13/ 


1 nn 
I .uu 




j 682 


I 0 


j SER 


612 


1 37.831 


1 16.776 


52.975 


-i nn 

1 .uu 




683 


I N 


TYR 


613 


39.552 


I 15.352 


j 53.226 


■i nn 
l .UU 


1 64 48 

1 fin Q7 


684 


CA 


TYR 


613 


j 40.600 


16.351 


53.111 


a nn 
1 .UU 




I 685 


] CB 


"j TYR 


613 


1 41 .920 


| 15.725 


53. oof 


1 nn 
I .uu 


1 56 65 


j 686 


j CG 


TYR 


613 


43.169 


16.122 


52.830 


a nn 

I .uu 


\ 60 7^ 


687 


I CD1 


TYR 


613 


43.569 


| 17.456 


c.9 74.6 


1 00 


64.60 


j 688 


j CE1 


j TYR 


613 


44.737 


17.812 


52.086 


1.00 


60.79 


689 


CD2 


TYR 


613 


~1 43.971 


15.153 


52.229 


1.00 


1 61.29 


690 


1 cii 


"1 TYR 


613 


1 45/142 


15.500 


51.564 


1.00 


63.40 
1 61.75 


p691 


j cz 


"1 TYR 


613 


"1 45.522 


16.830 


51.497 


1.00 




692 


"1 OH 


| TYR 


613 


"1 46.690 


"I 17.173 


I 50.854 


1.00 


62.46 


693 


I C 


j TYR 


613 


| 40.712 


16.822 


51.667 


1.00 


\ 62.41 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


B 


ATOM 


5 


694 


0 


TYR 


613 


40.954 


17.996 


51 .395 


1.00 


61.34 




695 


N 


ARG 


614 


40.511 


15.896 


50.745 


1.00 


61.73 




696 


CA 


ARG 


614 


40.623 


16.190 


49.328 


1.00 


61.64 


10 


697 


CB 


ARG 


614 


40.835 


14.880 


48.545 


1.00 


62.80 




698 


CG 


ARG 


614 


42.274 


14.328 


48.621 


1.00 


58.30 




699 


CD 


ARG 


614 


42.908 


14.348 


47.242 


1.00 


60.57 


15 


700 


NE 


ARG 


614 


44.369 


14.448 


47.262 


1.00 


61.63 


701 


CZ 


ARG 


614 


45.056 


15.421 


47.868 


1.00 


63.66 




702 


NH1 


ARG 


614 


44.414 


16.386 


48.521 


1.00 


61.59 




703 


NH2 


ARG 


614 


46.389 


15.451 


47.797 


1.00 


64.70 


20 


704 


C 


ARG 


614 


39.440 


16.960 


48.776 


1.00 


58.09 




705 


o 


ARG 


614 


39.613 


17.922 


48.041 


1.00 


63.07 




706 


N 


GLN 


615 


38.239 


16.538 


49.137 


1.00 


64.09 


25 


707 


CA 


GLN 


615 


37.033 


17.192 


48.660 


1.00 


61.67 


708 


CB 


GLN 


615 


35.840 


16.259 


48.801 


1.00 


62.84 




709 


CG 


GLN 


615 


35.738 


15.162 


47.795 


1.00 


62.14 




710 


CD 


GLN 


615 


34.290 


14.775 


47.573 


1.00 


58.76 


30 


711 


OE1 


GLN 


615 


33.532 


14.598 


48.525 


1.00 


62.70 




712 


NE2 


GLN 


615 


33.897 


14.651 


46.314 


1.00 


61.03 




713 


C 


GLN 


615 


36.677 


18.478 


49.396 


1.00 


59.82 


35 


714 


0 


GLN 


615 


36.200 


19.441 


48.784 


1.00 


60.64 


715 


N 


SER 


616 


36.901 


18.480 


50.709 


1.00 


62.12 




716 


CA 


SER 


616 


36.522 


19.615 


51 .545 


1.00 


62.52 




717 


CB 


SER 


616 


35.199 


19.297 


52.239 


1.00 


61.86 




718 


OG 


SER 


616 


35.408 


18.310 


53.240 


1.00 


59.96 




719 


C 


SER 


616 


37.514 


20.090 


52.612 


1.00 


61.77 




720 


O 


SER 


616 


37.110 


20.501 


53.703 


1.00 


63.13 


45 


721 


N 


SER 


617 


38.804 


20.026 


52.321 


1.00 


59.65 


722 


CA 


SER 


617 


39.796 


20.502 


53.279 


1.00 


60.19 




723 


CB 


SER 


617 


39.818 


22.033 [ 


53.253 


1.00 


60.71 




724 


OG 


fN r- r-> 

SER 


617 


39.578 


22.511 


51 .942 


1.00 


63.01 


50 


725 


C 


SER 


617 


39.569 


20.029 


54.724 


1.00 


59.81 




726 


O 


SER 


617 


40.164 


20.577 


55.654 


1.00 


63.66 




727 


N 


ALA 


618 


38.700 


19.036 


54.903 


1.00 


64.87 


55 


728 


CA 


ALA 


618 


38.393 


18.444 


56.210 


1.00 


62.57 




729 


CB 


ALA 


618 


39.673 


18.327 


57.064 


1.00 


60.83 




730 


C 


ALA 


618 


37.277 


19.059 


57.053 


1.00 


59.66 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


— A 

z 


B 


ATOM 


5 


768 


CE1 


I f% i ■ n— 

PHE 


^X 

623 


A/% A A O 

30.443 


10.139 


/*X yx 

57.292 


1.00 


60.25 




769 


CE2 


PHE 


623 


30.795 


7.796 


57.576 


J XX AX 

1.00 


^ S*X XX y<X 

58.96 




770 


CZ 


PHE 


623 


30.673 


XX A ^- ^x 

9.059 


58.124 


1.00 


57.60 


10 


771 


c 


PHE 


623 


31.618 


8.532 


51 .630 


1.00 


61.75 




772 


0 


PHE 


623 


32.502 


^X yX ^X 

7.802 


51.179 


1.00 


60.41 




773 


N 


A 1 A 

ALA 


624 


30.624 


8.995 


50.888 


1.00 


64.49 


15 


774 


CA 


ALA 


>X y— . j 

624 


30.517 


8.644 


49.476 


1.00 


61.68 


775 


CB 


A 1 A 

ALA 


X* ^X « 

624 


29.429 


7.592 


49.276 


1.00 


60.07 




776 


c 


At A 

ALA 


624 


30.179 


9.912 


48.700 


1.00 


60.93 




777 


o 


A 1 A 

ALA 


624 


30.002 


10.981 


49.297 


1.00 


60.98 


20 


778 


N 


PRO 


yx r— 

625 


30.130 


n ^X ^X 

9.828 


47.355 


1.00 


62.43 




779 


CD 


PRO 


yx yx 

625 


30.706 


8.811 


46.459 


1.00 


62.52 




780 


CA 


PRO 


625 


29.795 


11.035 


46.593 


1.00 


59.45 


25 


781 


CB 


r-x x"^ 

PRO 


^x r* 

625 


29.949 


10.582 


45.146 


1.00 


62.18 


r% f\ 

782 


CG 


PT\ 

PRO 


yX XX f— 

625 


31.089 


9.653 


45.245 


1.00 


59.91 




783 


c 


PRO 


y-\ ^* 

625 


28.366 


11.397 


46.928 


1.00 


62.94 




784 


o 


PRO 


625 


28.111 


12.382 


47.622 


1.00 


59.36 


JO 


785 


N 


a rx 

ASP 


yX /-v yX 

626 


^ xx xx 

27.433 


j ^X XX 

10.572 


46.468 


1.00 


58.86 




786 


CA 


ASP 


626 


26.036 


10.848 


46.741 


1.00 


60.61 




787 


CB 


ASP 


yX y>x yX 

626 


25.126 


9.882 


45.939 


1.00 


65.12 


35 


o o 

788 


CG 


ASP 


yX yX 

626 


25.227 


8.421 


46.393 


1.00 


60.28 


789 


OD1 


a /""N r"x 

ASP 


626 


25.311 


8.160 


47.612 


1.00 


60.31 




790 


OD2 


ASP 


z*\ a a 

626 


/>x ^ rx 

25.189 


•^m j— XX XX 

7.526 


45.518 


A *— » XX 

1.00 


59.51 




791 


C 


ASP 


yx /"v yx 

626 


25.680 


10.825 


48.248 


1.00 


58.60 




792 


o 


ASP 


y-\ y-v 

626 


24.510 


J XN yX y*\ XV 

10.636 


48.616 


1.00 


62.03 




793 


N 


LEU 


627 


XX ^X /"X /X yX 

26.668 


11.051 


A ^X A A tf\. 

49.119 


J XV A 

1.00 


63.43 




794 


CA 


LEU 


627 


XX y-v ^x /x 

26.392 


1 1 .020 


50.552 


1.00 


61.63 


45 


795 


CB 


LEU 


627 


26.175 


9.573 


51.007 


1.00 


t*— XX A ^~ 

58.45 


796 


CG 


LEU 


627 


XX ^> XX 4 

25.874 


^X A ^X 

9.407 


I* XX A XX /X 

52.496 


j Xv y*X 

1.00 


63.46 




^ft.~T 

797 


CD1 


LEU 


627 


24.401 


9.669 


t> ^X ■ ■ /X 

52.770 


-4 /X /-X 

1.00 


XX XX ^ J 

60.41 




7QQ 

/yo 




1 CI 1 

LhU 


cot 
627 


26.241 


8.013 


52.919 


1 .00 


65.05 


50 


799 


C 


LEU 


627 


27.435 


11.665 


51 .459 


1.00 


61 .00 




800 


0 


LEU 


627 


28.320 


10.988 


51 .985 


1.00 


62.27 




801 


N 


ILE 


628 


27.301 


12.965 


51 .682 


1.00 


59.87 


55 


802 


CA 


ILE 


628 


28.230 


13.686 


52.537 


1.00 


61.72 




803 


CB 


ILE 


628 


28.796 


14.887 


51 .787 


1.00 


61.79 




804 


CG2 


ILE 


628 


29.848 


15.575 


52.618 


1.00 


61.82 
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30 



35 



40 



45 



50 



55 



TABLE 3 (continued) 



ATOMIC COORDINAI^SFORT^ . ( g 1 ATOM 



ATOM 
805 
806 
807 



809 
810 

InT 

812 



ATOM TYPE RESIDUE 



813 
814 
815 



816 



817 
818 



819 
820 
821 



822 
823 



824 



825 



826 
827 



828 



829 
830 



831 
832 
833 



834 



835 



836 
837 



838 
839 
840 
841 



CG1 
CD1 



N 

CA 
CB 
CG2 



CG1 

"cdT 



O 



N 
CA 



CB 
CG 
OD1 



ND2 



N 

~CA 



CB 

~CG 



CD 
OE1 



OE2 



O 



N 



CA 
CB 
CG 



CD 
OE1 



ILE 
ILE 

Tle 
Ile 

ILE 
~ILE 
"|LE 

Ile 



ILE 

Ile 
Ile 

ILE 



ASN 
ASN 



ASN 
ASN 



ASN 



ASN 
ASN 



ASN 



GLU 
GiLU 
GLU 



GLU 



GLU 
GLU 



GLU 
GLU 
GLU 



GLN 



GLN 



GLN 
GLN 



GLN 
GLN 
GLN 
GLN 



# 
628 
628 
628 
628 
629 
629 
629 
629 
629 
629 
629 
629 



630 
630 



630 
630 



630 



630 



630 



630 



631 
631 



631 
631 



631 
631 



631 



631 
631 



632 



632 



632 
632 



632 



632 



632 
632 



29.391 14.418 



50.461 1-00 



^^Tj5 ^ 49.554 1.00 

^r^n j7Tj 2 53.815 jjjo 

^^Tj4 ^ 53.779 IIP 

28.221 14-044 54.951 1.00 

27.638 I 14.493 56.208 1.00 

13.7 66 57.423 U)0 

14.681 58.647 j 1.00 

"^rpl^36 157. 768 | 1.00 



28.261 
28.292 



58.81 
61.23 
59.57 
61.09 
60.22 
60.98 
65.92 
62.88 
64.60 



^9l7^ 

Tr052A ^SM9 |56^19p jo 

1 6.452 56.676 1-00 

i^7T ^729 p^99rrToo 

18.187 56.015 I 1-00 



28.935 



26.789 



"j^T lIess 55.149 

1)4.348 I 18.042 55.516 1-00 
17.949 56.688 1-00 



24.011 



^3p^^^ 

18.786 57.402 1.00 



26.616 



26.311 18.085 58.369 | 1-00 



26.794 1 20.103 57.475 1-00 
li^58 20.840 U8J29TT00 



~E^3 I 22.349 58.484 | 1-00 



26.784 23.166 59. 774 | 1.00 



25.81 



9 24.340 59.761 1-00 



^ST24.184 60.2881^ 



25.406 59.213 | 1.00 



25.313 



20.519 \ 59.367 1.00 



25.223 20.250 60.564! 1.00 



^"i^ T 20.540 58.552 1.00 
22.933 20.248 f 59.046_j 1-00 



7T!9^T 20.354 57.895 1.00 
22.121 I 21. 610 57.031 [ Too 
5l7 57.841 1.00 



22.081 
21.068 



23.193 
22.873 



63.67 



60.46 
60.38 



61.49 
61.95 



60.74 



62.29 



63.08 
63.46 



63.49 



60.97 



59.85 
62.90 



60.34 



60.36 
62.28 



56.78 



59.95 



61.19 



60.53 



60.62 



22 
23 



248 I 58.473 1.00 



23.663 57.821 1.00 



18.860 



59.697 



1.00 



59.39 
63.65 



59.92 



62.67 
63.23 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


atai J T\/rir 

ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


B 


A^r ftx ft ft 

ATOM 


5 


842 


O 


GLN 


X"S XX XX 

632 


A A CCA 

22.554 


18.741 


ftft ft ft ft 

60.882 


A ft ft 

1.00 


ft A ft^y 

61 .37 




Ct A A 

843 


N 


ARG 


ft ftft 

633 


aa 04 o 

23.213 


4 ^ A AT 

17.827 


58.929 


A ftft 

1.00 


ftft ft ft 

62.09 




C\ A A 

844 


CA 


ARG 


ft ftft 

633 


AO -t A A 

23.190 


16.444 


ftft A ftft 

59.406 


A ftft 

1 .00 


A A A ft 

61.43 


10 


ft A f 

845 


CB 


ARG 


XX xx 

633 


ftft Tft ft 

23.762 


15.504 


ft ft ft a r* 

58.345 


A ft ft 

1.00 


ftft ft A 

60.38 




846 


CG 


a /ft 

ARG 


jx ^x xx 

633 


ftft ft ft ft 

22.863 


A ft ft ft ft 

15.388 


^ — t' a a r\ 

57.142 


A /"\ A 

1 .00 


r— A A A 

58.68 




847 


CD 


ARG 


/-V A X 1 "! 

633 


ftft i J A 

23.419 


A A A ft ft 

14.459 


56.102 


A A 

1.00 


A A "V J 

63.71 


15 


a j a 

848 


NE 


ARG 


ft Aft 

633 


ftft ft ft ft 

22.589 


j j ^ ft ft 

14.486 


54.905 


1.00 


A A A A 

62.14 


849 


CZ 


A ft\ ftx 

ARG 


ft ftft 

633 


ftft ft ft ft 

22.885 


4 ft ft ft ft 

13.852 


53.780 


1 .00 


ft ft ft ft 

60.28 




r\ ft /~s 

850 


NH1 


ARG 


ft ftft 

633 


^^ft ft ft ft 

23.996 


A ft J ft ft 

13.136 


53.704 


1.00 


60.27 




A ft A 

851 


NH2 


ARG 


/-> x*\ 

633 


XX /x xx^T r~ 

22.075 


13.937 


52.733 


1.00 


60.98 


20 


a ftft 

852 


C 


ARG 


ft ftft 

633 


ftft ft ft ft 

23.833 


16.137 


60.753 


1 .00 


64.07 




ft ft ft 

853 


0 


A ft* /"\ 

ARG 


ft ft ft 

633 


ftft A ft ft 

23.495 


J ft ^ J — T 

15.117 


ft A ft J ft 

61 .348 


^ ft ft 

1 .00 


ft ft ft ft 

60.29 




ft ft A 

854 


ft 1 

N 


MET 


ft ft j 

634 


4*\ A ft ^X 

24.758 


16.970 


61.236 


1.00 


61 .53 


25 


ft ft ft 

855 


CA 


ft A f "T" 

MET 


ft ft A 

634 


ft ft ftft A 

25.334 


^ ft ^ ft 

16.721 


ft ^ /\/\ 

62.560 


A ft ft 

1 .00 


ftft ft ft 

60.63 


ft f" ft 

856 


CB 


ft A 1 I 

MET 


ft ft A 

634 


ft ft A ftft 

26.429 


17.747 


ft<^ ft ftft 

62.859 


A ft ft 

1 .00 


ft ft ft ft 

60.06 




ft ft^ 

857 


CG 


ft 4 r i 

MET 


ft ft j 

634 


27.598 


17.688 


ft a ft ^9 a 

61 .874 


j A A 

1.00 


53.30 




ft ft ft 

858 


ft> ft\ 

SD 


ft j ■ "i 

MET 


ft ft At 

634 


^N. fX XX Al 

28.604 


16.178 


62.057 


1.00 


63.04 


30 


r~ A 

859 


CE 


MET 


ft ft A 

634 


ftft A ft ft 

30. 1 33 


A ft ftft ft 

16.562 


ft j ftft 

61 .162 


4 ft ft 

1.00 


Aft ft r~ 

60.95 




ft ftft 

860 


C 


ft # r i 

MET 


ft ft A 

634 


ft A A r~ ft 

24.150 


A ft ft ft A 

16.834 


63.555 


A ft ft 

1 .00 


ftft ft 

60.65 




ft ft A 

861 


o 


ft j ■ i 

MET 


634 


23.899 


17.897 


64.149 


1.00 


XX XX J A 

63.14 


35 


ft ft ft 

862 


N 


THR 


635 


A. A 4 X^ /-v 

23.420 


15.714 


A A A ~T 

63.670 


A i^V A 

1.00 


A A r~ A 

63.54 


ft ft ft 

863 


CA 


THR 


ft ft r~ 

635 


A. rx xx /"\ /"\ 

22.220 


■At T~ ^ m t*\ 

15.523 


64.504 


1.00 


61.73 




AA A 

864 


CB 


THR 


ft ft ft 

635 


ft <4 J A A 

21.180 


A A ft ft - * 

14.557 


ftft ft ^ ft 

63.819 


4 ft ft 

1.00 


ft ft ft 

59.70 




ft. ft ft 

865 


XV/"> ■* 

OG1 


THR 


ft ft ft 

635 


ftft ft ft ^9 

20.987 


^ j ft -4 ^ 

14.911 


ft ft 4 A ft 

62.442 


A ft ft 

1.00 


ft^* ft ^ 

57.94 




AAA 

866 


CG2 


THR 


635 


A A AAA 

19.829 


j j AAA 

14.609 


ft A ft ft ft 

64.552 


A) ft ft 

1.00 


ftft ft A 

63.34 




a r\ —j 

867 


C 


THR 


ft r\ ft 

635 


ft ft ft ft ft 

22.593 


jjn ft 4 

14.861 


ft ft ft ft 

65.825 


A ftft 

1.00 


ft A A, A 

61 .33 




ft ft ft 

868 


o 


THR 


ft ft ft 

635 


ft ft r~ ~~7 ft 

23.570 


A ft ftft 4 

15.251 


ftft J ft A 

66.464 


4 ft ft 

1.00 


ftft A ft 

63.49 


45 


ft ft ft 

869 


N 


LEU 


ft ft ft 

636 


ft A ^ft ft 

21.796 


■4 ft ft ft A 

13.851 


ftft A ft ft 

66.198 


A ft ft 

1.00 


ft ft A ft 

60.18 ; 


O ~ 7 A 

870 


CA 


i n i 

LEU 


ft ft ft 

636 


ft W ft ft ft 

21.953 


A ft ft ft 

13.057 


ft^ j ftft 

67.420 


A ft ft 

1.00 


ft A A ft 

61 .62 




871 


CB 


i i — 1 1 
LEU 


ft ft ft 

636 


ftft A A ft 

22.112 


A A ^ t f 

11.577 


ft** ft ft ft 

67.095 


A ft ft 

1 .00 


ftft t ft 

60.70 




B72 


Ova 


1 CI 1 

LEU 


636 


A a OC7 

22.0D7 


A A Qrr 


CO A -4 A 


■* A A 

1 .00 


62.64 


50 


873 


CD1 


LEU 


636 


21.904 


10.048 


69.070 


1.00 


63.15 




874 


CD2 


LEU 


636 


23.910 


9.960 


67.603 


1.00 


60.79 




875 


C 


LEU 


636 


23.183 


13.478 


68.172 


1.00 


61.59 


55 


876 


o 


LEU 


636 


24.287 


13.372 


67.626 


1.00 


60.57 


877 


N 


PRO 


637 


23.029 


13.907 


69.442 


1.00 


59.83 




878 


CD 


PRO 


637 


22.008 


13.402 


70.379 


1.00 


57.71 
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TABLE 3 (continued) 




ATOM ATOM TYPE 



889 



890 
891 
892 



893 
894 
895 



900 



903 



904 



905 



906 
907 



908 



909 



910 



911 

912 

913 



914 
915 



CA 
CB 
CG 
C 

o 



N 

~CA 
~CB 

SG 

C 

O 



N 

CA 
~CB 



CG 

Id 

CE 



C 
O 
N 
CA 



CB 



CG 
CD1 



CE1 



CD2 



CE2 



CZ 
OH 



N 



CA 
"CB 
CG 



OD1 
OD2 



RESIDUE 
PRO 
PRO 
PRO 
PRO 
PRO 



CYS 
CYS 
CYS 
CYS 
CYS 



CYS 



MET 

"met 

MET 



MET 

MET 

MET 

MET 

MET 

TYR 

TYR 



TYR 



TYR 
TYR 



TYR 



TYR 
TYR 



TYR 
TYR 



TYR 



TYR 



ASP 



ASP 
ASP 
ASP 



ASP 
ASP 



638 
638 
638 
638 
638 



638 
639 



639 
639 



640 
640 



640 
640 



640 



640 
640 



640 
640 



640 
640 



641 
641 
641 



641 



641 
641 



X 

24.225 

23.810 

22.862 

25.417 

26.457 

25.243 

26.333 

26.024 

24.449 



Y 

14.321 
14.133 
12.966 
13.433 
13.928 
12.117' 
11.211 



9.787 



9.498 





z I 


B 


ATOM 


70.182 j 


1.00 I 


61.11 




71.639 | 


1.00l 


61.28 




71.555 j 


1.00J 


61.68 




69.793 j 


1.00 ] 


61.18 




69.331 


i 1.00 


61.45 




69.920 


1.00 


63.53 




69.588 


1.00 


61.78 




70.065 


1.00 


62.20 


3 


70.917 


1.00 


60.82 



26.722 I 11.209 68.101 | 1.00 



27.863 | 10.844 
25,816 I 11-625 



67.765 
67.214 



1.00 



1.00 



26.186 | 11-638 
25.103 ! 12.211 1 



65.817 
64.924 



25.612 
25.084 
25.984 
27.478 
28.361 
27.589 



12.161 

11.084 

11.962 

12.449 

12.083 

13.543 



63.532 
62.238 



1.00 
1.00 



65.637 
64.857 



1.00 



28.7 97 j 14.339 
28.569 15.755 



29.871 I 16.511 
30.530 I 16.927 



31.800 17.472 



30.519 I 16.680 
31.785 



17.222 



32.425 17.612 



33.711 18.103 



29.842 
31.041 



29.397 
30.349 
29.674 



29.145 



27.930 
29.950 



1 3.646 
13.847 



66.383 



66.340 



66.872 



66.956 



65.795 



65.846 



68.175 



1.00 



1.00 



1.00 



1.00 



1.00 



1.00 



1.00 



68.235 



1.00 



1.00 



67.068 



67.130 



12.830 
12.136 



11.669 



12.828 



13.090 
13.493 



67.215 
67.034 



68.168 
69.035 



70.323 



71.135 



71 .062 
71 .824 



1.00 



1.00 



1.00 



1.00 



1.00 
1.00 



61.50 



1.00 



1.00 



1.00 
1.00 



61.11 



57.65 



60.56 
66.32 



60.47 



57.31 



58.45 



62.26 
61.35 



61.78 



61.48 



60.05 



61.42 



62.42 



61.93 



59.45 



63.13 



58.88 



60.76 
60.30 



63.06 



61.14 
62.18 



59.68 



60.96 



61.07 
63.74 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




AI UM 


A-T-/-N a i t\/DC 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


916 


C 


ASP 


641 


30.991 


10.971 


68.313 


J A y» 

1.00 


60.81 




n a ~f 

917 


o 


ASP 


641 


32.047 


10.482 


68.721 


1.00 


y»> y«A JA> yr^ 

60.52 




O A O 

918 


N 


GLN 


y-\ » A 

642 


OA o A r\ 

30.349 


10.542 


67.229 


At 

1.00 


f* y^ *to yAk 

59.76 


10 


919 


CA 


GLN 


tfS. A /\ 

642 


30.860 


9.456 


66.396 


1.00 


63.97 




920 


CB 


GLN 


642 


29.721 


8.763 


65.687 


1.00 


61.51 




921 


CG 


GLN 


aT> A 

642 


28.690 


8.348 


66.642 


1.00 


61.79 


15 


922 


CD 


GLN 


A*\ A f~\ 

642 


27.547 


7.724 


65.978 


1.00 


62.69 


923 


/»>. ^ 4 

OE1 


y«™\ | |l 1 

GLN 


f\ A yA\ 

642 


27.709 


6.684 


65.308 


1.00 


61.01 




924 


NE2 


GLN 


642 


26.355 


8.326 


66.145 


J yt y-V 

1.00 


AtkA. yfc yS. yfc 

60.03 




925 


C 


GLN 


642 


31.766 


10.069 


65.359 


1.00 


62.81 


20 


926 


O 


GLN 


A+\ A fy. 

642 


32.954 


9.760 


yA> Af± A 

65.294 


1.00 


A _J A 

61.10 




927 


N 


CYS 


643 


31.190 


10.957 


64.556 


1.00 


yfX /-v A, 

60.88 




928 


CA 


CYS 


fy A A 

643 


31.931 


11.628 


63.504 


1.00 


61.65 


25 


929 


CB 


CYS 


643 


30.977 


12.508 


62.694 


j A A 

1.00 


61.95 


930 


SG 


CYS 


A A jHHl 

643 


29.662 


J J AW- *\ l~ 

11.585 


/>\ J /Av A /A» 

61 .843 


1.00 


y«\ yn yAv 

63.26 




931 


C 


CYS 


643 


33.081 


12.455 


64.071 


J y-S y>x 

1.00 


A -J A *"\ 

61.30 




r\ r% o 

932 


O 


CYS 


Af\ A A 

643 


34.102 


12.652 


63.418 


1.00 


61.90 




933 


N 


LYS 


/-> A A 

644 


32.911 


12.923 


65.299 


J A\ 

1.00 


62.82 




934 


CA 


LYS 


f> A A 

644 


33.923 


13.730 


y— i JA> Am j 

65.951 


J y^v A 

1.00 


A y^k 

58.73 




f\ r> 

935 


CB 


LYS 


f\ A A 

644 


33.634 


13.827 


y»> — » yj ^ yAk 

67.449 


J yfc y-k 

1.00 


63.83 


35 


936 


CG 


LYS 


/■» A A 

644 


34.630 


14.686 


y-H yAk y— v #Xm 

68.207 


A\ A A 

1.00 


59.96 


937 


CD 


LYS 


f\ A A 

644 


34.226 


14.891 


y*X yfX 

69.665 


1.00 


59.57 




938 


CE 


LYS 


/*\ A A 

644 


35.160 


15.902 


— • /-* p— y*fc 

70.358 


J y-\ yF% 

1.00 


r> a yrx 

59.22 




939 


NZ 


LYS 


/"» A A 

644 


35.201 


A Af\ f\ *-» 

17.239 


y*»\ /-% A A 

69.668 


j A A 

1.00 


61 .66 


40 


940 


C 


LYS 


644 


35.328 


13.182 


65.747 


A A A 

1 .00 


St J y-^ 

61.72 




941 


o 


LYS 


f\ A A 

644 


36.296 


J o r> a a 

13.941 


y™* i™ 0"*0 

65.673 


A A A. 

1 .00 


61.77 




942 


K 1 

N 


HIS 


645 


35.451 


A A f\ f> A 

11.864 


65.655 


1.00 


61.41 


45 


943 


CA 


HIS 


645 


36.769 


A A OOO 

11.262 [ 


65.474 


A A A 

1.00 


f— A A A 

59.96 


944 


CB 


1 ||A 

HIS 


A A f 

645 


36.856 


9.943 


y«N yf% AAA 

66.209 


1 .00 


A A A. A 

60.26 




945 


CG 


HIS 


645 


37.109 


10.100 


67.667 


A A A 

1.00 


59.75 




y4t> 




U 1 o 

nlo 


o4i> 


OQ OK/1 


1 U.ooo 


bo.o4b 


1 .uu 


CO 

58.42 


50 


947 


ND1 


HIS 


645 


36.103 


10.041 


68.606 


1.00 


61.77 




948 


CE1 


HIS 


645 


36.621 


10.232 


69.805 


1.00 


58.75 




949 


NE2 


HIS 


645 


37.924 


10.415 


69.675 


1.00 


57.48 


55 


950 


C 


HIS 


645 


37.165 


11.038 


64.037 


1.00 


60.84 


951 


0 


HIS 


645 


38.352 


11.000 


63.727 


1.00 


62.12 




952 


N 


MET 


646 


36.172 


10.856 


63.174 


1.00 


63.11 
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TABLE 3 (continued) 



^5 rwiRniNATES FOR TH E GR/TIF2/DEX M 6 S^^^ ^^^ 
, | T 1 3 P v Z B ATOM 



ATOM I ATOM TYPE RESIDUE 



953 



954 



955 
956 
957 
958 
959 



960 



961 



963 
964 



965 
966 
967 



968 
969 
970 
971 



972 



973 



974 



975 
976 



977 



978 



979 



980 
981 



982 
983 
984 
985 
986 



988 
989 



CA 
CB 



CG 
SD 
CE 



N 



CA 
"CB 
CG 



CD1 



CD2 



O 



N 
CA 
CB 
CG 



CD1 



CE1 



CD2 



CE2 
CZ 



OH 



N 
CA 



CB 
CG1 



CG2 



N 

CA 
CB 



MET 
MET 



MET 
MET 
MET 
MET 
MET 



LEU 



LEU 
LEU 
LEU 

Hu 



LEU 
LEU 
LEU 



TYR 
TYR 
TYR 
TYR 



TYR 



TYR 



TYR 



TYR 
TYR 



TYR 



TYR 



TYR 



VAL 
VAL 



VAL 
VAL 



VAL 

VAL 

VAL 

SER 

SER 

SER 



646 



646 



646 
646 
646 
646 



646 



647 



647 
647 



647 



647 



647 
647 
647 



648 
648 
648 
648 



648 



648 



648 



648 
648 



648 



648 



648 



649 



649 



649 
649 



649 
649 
649 
650 
650 
650 



36.432 | 1 0-651 61759 1.00 

35.135 10-211 61.023 1.00 

34.686 8.771 61.338 1.00 

32.994 8.315 60.876 1^00 

32.426 8.134 I 62.441 I 1.00 



36.948 I 11-972 61.168 1.00 



37.709 I 11.962 60.197 1.00 



36.543 I 13.093 61.772 1.00 



36.963 14.419 61.325 1.00 



36.105 15.510 61.965 1.00 



34.661 I 15.778 61.551 1.00 



34.144 16.850 62.479 1.00 



34 



; 5 53 l 16.232 60.098 1.00 
38.400 14.652 61.731 1.00 



39.164 I 15.329 61.042 1.00 



38.750 I 14 .087 62.876 1.00 
40.087 14.202 63.431 1.00 



40.190 | 13. 339 64.685 1.00 
41.486 13.510 I 65.428 I 1.00 



43.902 I 13.938 66.759 1.00 



45.089 | 14.157 67.426 1-00 
41.164 I 13.787 | 62.435 | 1.00 



42.045 



41.107 
42.105 



41.862 
40.528 



41.930 
42.072 
43.105 
40.873 
40.705 
39.224 



14.575 



62.099 1.00 



12.545 



61.971 1.00 



12.079 



61.027 1.00 



10.578 
10.109 



60.642 1.00 



10.372 



59.122 



12.982 59.814 



13.378 
13.339 
14.191 
14.356 



59.297 
59.390 
58.226 
57.914 



1.00 



1.00 
1.00 
1.00 
1.00 
1.00 



62.74 
61.50 
58.88 
61.92 
62.24 



63.61 



63.12 



60.39 



61.16 



62.09 



62.69 



59.66 



61.60 



62.99 



62.41 



60.24 
60.92 
59.63 



60.33 



42.672 I 12.950 64.952 j 1.00 | 



62.96 



43.876 13.160 j 65.609 1.00J6L51 



41.537 1 4.280 I 66.585 1.00 [ 57.67 
42.735 14.500 67.252 1.00 



62.62 



60.16 



64.40 



61.32 



62.83 



65.90 



60.14 



59.02 



60.92 



59.70 
61.99 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


AT - /"*! ft A TXXI - >r" 

ATOM TYPE 


RESIDUE 


if 

# 


X 


Y 


z 


B 


ATOM 


5 


n aa 

990 


OG 


o i"~ r"» 

SER 


fn f* fn 

650 


OA AAA 

39.069 


H A A^A 

14.979 


f ft ft ft ft, 

56.662 


j ft ft 

1.00 


64.56 




OA H 

991 


C 


SER 


o r~ r\ 

650 


A A O A A 

41.344 


HC C C C 

15.555 


r- ft a ft ft 

58.429 


j ft ft 

1.00 


ft A A A 

61.44 




aao 

992 


O 


SER 


650 


A A AAA 

41.800 


HA A f> A 

16.181 


57.476 


A ft ft 

1.00 


r* ft ft ft 

58.88 


10 


AAO 

993 


N 


O r*"* f**» 

SER 


651 


A A AAp 

41.365 


A\ ft ft A ft 

16.013 


r* ft ft ■> 11 ■ 

59.677 


1.00 


59.26 




994 


CA 


SER 


651 


it 4 AAA 

41.960 


4 ft ft ft 

17.298 


ft ft ft.ft\ft\ 

60.029 


A ft ft 

1.00 


ftft. A «v 

62.47 




a ac 

995 


CB 


f*n r™ f*n 

SER 


ft r - J 

651 


41.578 


A ft ft -*r 

17.637 


61 .483 


1.00 


58.62 


15 


996 


OG 


o r~ 
SER 


fn r" -4 

651 


a ft fn 

42.537 


HA i i J 

18.441 


62.154 


J ft ft. 

1.00 


ft ft A J 

60.41 


A AT 

997 


C 


O l"~ f— I 

SER 


ft r~" A 

651 


ji fn i ft a 

43.480 


A *t ft ft A 

17.204 


f~ ft ft A ft, 

59.849 


A ft ft 

1.00 


ft A ™» ft 

61.76 




998 


o 


SER 


a r j 

651 


44.087 


A ft ft J ft 

18.019 


F* ft 4 ft A 

59.164 


.A ft ft 

1.00 


ft ft ft, 

62.09 




a a a 

999 


N 


GLU 


ft f— ft 

652 


j a fn ^ fn 

44.070 


j ft ^ — » ft 

16.172 


ft ft AAA 

60.441 


A ftft 

1.00 


ftft A J 

60.41 


20 


4 aaa 

1000 


CA 


/-v III 

GLU 


<r> -w A 

652 


^ r" F" ft 

45.509 


a r* ft, ft, 

15.927 


Af\ ft ft ft\ f— 

60.395 


4 ft ft 

1.00 


ftft A ft 

60.48 




A a a ■* 

1001 


CB 


/•■*> iii 
GLU 


fn f*fn 

652 


45.837 


A A ft ft ft 

14.680 


ft A ftfc ft ft. 

61.220 


A ft ft 

1.00 


ft f~ A ft 

65.10 




A AAA 

1002 


CG 


/*> iii 
GLU 


fn f^fn 

652 


A f— A ft ft 

45.488 


A A ft ft ft 

14.822 


62.677 


.A ft ft 

1.00 


F* ft ft ft 

59.36 


25 


1003 


CD 


/-\ i ■ i 
GLU 


ft r"rt 

652 


A ft <d ft ft 

46.160 


A ft ft ft J 

16.021 


ft ft ft. ft ft 

63.289 


A ft ft 

1.00 


ft ft ft ft 

62.29 


h aa >• 

1004 


OE1 


/— * iii 
GLU 


/n i— fn 

652 


47.399 


J »— ft— Tft 

15.970 


ftft AAA 

63.444 


J ftft 

1.00 


60.10 




A A AC 

1005 


OE2 


/-V III 

GLU 


652 


45.451 


4 ft A A 

17.014 


ft ft r»* ftft 

63.592 


A ft, ft 

1.00 


ft ft ft A 

60.61 




H aaa 

1006 


c 


j~\ ■ i i 
GLU 


ft f* fn 

652 


A ft J ft ft 

46.100 


1 5.773 


f— i-\ ftft A 

59.001 


A ft ft 

1.00 


59.16 


JO 


a r\f\~r 

1007 


o 


i 1 1 
GLU 


ft F" FN 

652 


A —V ft ft ft 

47.238 


j ft j f—\ /-> 

16.166 


58.755 


-4 ftt ft 

1.00 


F* ft ft. ft 

59.92 | 




A AAO 

1008 


N 


i m i 

LEU 


o f* fn 

653 


J i* ft ft r- 

45.335 


A ^ A ft ft 

15.180 


r" ft ft. ft. a 

58.094 


A ft, ft 

1.00 


ft ft ft A 

60.01 




w aaa 

1009 


CA 


LEU 


ft r— fn 

653 


A F» ft ft 

45.807 


^ j ft. a ^ 

14.984 


1 — ft -^w ft J 

56.731 


4 ft ft, 

1.00 


FN a FN AT 

61.61 


35 


A AH A 

1010 


CB 


• ^"i i 
LEU 


FN F* FN 

653 


A A ft^ A 

44.874 


J A ft A ft 

14.048 


55.960 


A ft ft 

1.00 


ft\ A ^9 ft 

64.78 


A AH 4 

1011 


CG 


LEU 


653 , 


A A ft ft ft 

44.860 


A f\ ft ft ft 

12.600 


^» ft A ftft 

56.432 


A ftft 

1.00 


FN ft ft ft 

63.03 




1012 


CD1 


LEU 


653 


43.723 


H H AAA 

11 .868 


55.768 


H A A 

1 .00 


ft ft ft ft 

60.96 




101 3 


GD2 


LEU 


653 


>i ft A ^ ft 

46.179 


11 .941 


r- ft ^ /"\ft 

56.122 


4 F"\ ft 

1 .00 


ftft ft 

62.70 


40 


H AH j4 

1014 


C 


LEU 


653 


45.878 


A ft ft ft ft 

16.328 


F* ft ft ft *^ 

56.037 


4 ft ft 

1.00 


F^ F\ ft 

60.72 




A AH C 

1015 


o 


LEU 


653 


^| OA C 

46.805 


HA C A A 

16.588 


A* f— A/HA 

55.269 


4 A A 

1.00 


AH 4 A 

61.12 




A AH O 

101 0 


N 


I j 1 £> 

HIS 


654 


44.895 


H T H AA 

17.182 


F" ft ft ft ft 

56.303 


4 ft, ft 

1 .00 


FN FN *^ ft 

62.78 


45 


H AH "7 
1 01 7 


CA 


i 1 1 r> 

HIS 


654 


A A O A A 

44.894 


A A AT 

18.497 


r* r» ft ft F> 

55.698 


4 ft ft 

1 .00 


FN 4 FN ft 

61 .32 


H AH D 
1018 


CB 


1 no 

HIS 


A C >l 

654 


A A C A A 

43.513 


H A H jl H 

19.141 


^- f a AC 

55.805 


A A A 

1.00 


A A A A 

63.28 




H AH A 
1 Ul 9 


oft 


ill o 

Hlo 


654 


43.517 


OA A A "7 

20.607 


55.518 


H AA 

1.00 


AH OA 

61 .88 








mo 






oh one 




1 fin 
1 .uu 


oy./D 


50 


1021 


ND1 


HIS 


654 


43.946 


21 .543 


56.436 


1.00 


58.15 




1022 


CE1 


HIS 


654 


43.905 


22.744 


55.889 


1.00 


62.74 




1023 


NE2 


HIS 


654 


43.463 


22.622 


54.650 


1.00 


60.79 


55 


1024 


C 


HIS 


654 


45.935 


19.319 


56.440 


1.00 


62.39 




1025 


O 


HIS 


654 


46.667 


20.112 


55.851 


1.00 


62.10 




1026 


N 


ARG 


655 


46.012 


19.098 


57.743 


1.00 


62.07 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


I KJc. I 


PA 


ARG 


655 


46.968 


19.804 


58.572 


1.00 


62.85 


I \J£LU 


PR 


ARG 


655 


46.882 


19.277 


60.008 


1.00 


58.45 


i u^y 


pn 


ARG 


655 


47.082 


20.314 


61.111 


1.00 


57.53 


I uou 




ARG 


655 


48.522 


20.368 


61 .565 


1.00 


58.48 


1 n/*i 

I Uo I 


NE 
i n i_ 


ARG 


655 


48.968 


19.079 


62.082 


1.00 


61.43 


1 Uo^ 


P7 


ARG 


655 


50.206 


18.831 


62.503 


1.00 


59.99 


I uoo 


NH1 


ARG 


655 


51.125 


1 9.790 


62.472 


1.00 


61.84 


1 uo^- 


NHP 


ARG 


655 


50.537 


17.625 


62.950 


1.00 


60.75 


1 UOD 


c. 


ARG 

9\ 1 1 wl 


655 


48.367 


19.599 


57.999 


1.00 


60.66 


I UOD 


o 

w 


ARG 


655 


49.086 


20.566 


57.753 


1.00 


62.69 


1 UoV 


M 

IN 


LEU 

L- l_ V*f 


656 


48.735 


18.340 


57.759 


1.00 


60.05 


1 Ui3o 


PA 

wM 


LEU 


656 

w/ w 


50.060 


18.008 


57.224 


1.00 


61.69 


i uoy 


PR 

wD ■ 


LEU 


656 

V Vp/ 


50.575 


16.697 


57.832 


1.00 


60.63 


1 U*J-U 


PPi 


LEU 


656 


50.902 


16.651 


59.330 


1.00 


60.12 


1 U4 1 


pm 


LEU 


656 

v WW 


51.059 


15.205 


59.759 


1.00 


61.83 




PD? 


LEU 

I— I— w 


656 


52.161 


17.440 


59.632 


1.00 


61.33 


I U*fO 


p 

w 


LEU 


656 

WWW 


50.164 


17.922 


55.706 


1.00 


60.82 


I Uh-4 


o 


LEU 

l_ L— W 


656 

www 


51.187 


17.491 


55.184 


1.00 


63.77 




M 
IN 


GL N 


657 

W w f 


49.119 


18.321 


54.995 


1.00 


62.25 


I U40 


PA 


GLN 


657 

W W » 


49.165 


18.291 


53.543 


1.00 


62.13 


1 U4 / 


PR 

wD 


GLN 


657 


50.018 


19.442 


53.026 


1.00 


59.95 


1 U4o 




GLN 


657 


49.412 


20.805 


53.219 


1.00 


60.54 




PD 


GLN 


657 


48.109 


20.944 


52.480 


1.00 


59.94 


l uou 


OF1 


GLN 


657 

WW » 


47.043 


20.616 


52.997 


1.00 


61.59 




1 M [ C 


GLN 


657 


48.189 


21.413 


51 .250 


1.00 


59.69 


I uo*. 


P 
w 


GLN 


657 


49.756 


16.998 


53.027 


1.00 


64.37 


1 UDo 


o 


GLN 


657 

WW* 


50.684 


17.013 


52.230 


1.00 


60.80 


■1 fiRA 
1 UDh 


N 


VAL 


658 

Www 


49.233 


15.876 


53.487 


1.00 


59.26 


I UOD 


PA 


VAL 


658 

W Ww 


49.730 


14.589 


53.048 


1.00 


60.79 


1 nt;p 

I UOD 


PR 

wD 


VAL 

V OL. 


658 


49.044 


13.466 


53.856 


1.00 


61.35 


1057 


CG1 


VAL 


658 


49.169 


12.130 


53.154 


1.00 


61.79 


1058 


CG2 


VAL 


658 


49.663 


13.406 


55.240 


1.00 


61.37 


1059 


C 


VAL 


658 


49.494 


14.416 


51 .552 


1.00 


60.15 


1060 


O 


VAL 


658 


48.452 


14.798 


51 .025 


1.00 


60.95 


1061 


N 


SER 


659 


50.485 


13.862 


50.869 


1.00 


63.41 


1062 


CA 


SER 


659 


50.399 


13.615 


49.438 


1.00 


58.10 


1063 


CB 


SER 


659 


51 .797 


13.685 


48.834 


1.00 


59.86 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


B 


A. -V* ft ft 

ATOM 


5 


1064 


OG 


SER 


659 


52.018 


12.643 


47.905 


1.00 


#X >X\ ftX. #™v 

62.03 




A ^X ^X ^ 

1065 


c 


SER 


659 


49.777 


-4 rx j <x 

12.242 


J *X A 

49.157 


ft sX. 

1.00 


^x ft ft 

62.11 




J A >-s ^X 

1066 


^x 

0 


SER 


659 


49.781 


11.353 


50.015 


1.00 


61.38 


10 


1067 


N 


TYR 


660 


A ^X ^X ^ 

49.243 


J ^x /"x yx /"x 

12.062 


47.956 


1.00 


60.30 




1068 


CA 


TYR 


660 


48.633 


10.789 


47.601 


1.00 


61.68 




1069 


CB 


TYR 


660 


48.100 


10.860 


46.177 


1.00 


61.85 


15 


1070 


CG 


TYR 


660 


47.411 


^x yx ^x ^ 

9.605 


45.727 


1.00 


59.67 


1071 


CD1 


TYR 


660 


46.561 


8.911 


46.581 


1.00 


63.51 




1072 


CE1 


TYR 


660 


45.893 


7.783 


46.152 


1.00 


60.60 




1073 


CD2 


TYR 


660 


47.576 


9.134 


44.431 


1.00 


60.37 


20 


1074 


^\ IP" **X 

CE2 


TYR 


660 


46.911 


8.011 


43.990 


ft *"X iX 

1.00 


64.13 




1075 


y*X — t» 

CZ 


TYR 


660 


46.072 


7.339 


44.851 


1.00 


63.85 




1076 


OH 


TYR 


660 


45.393 


6.229 


44.402 


1.00 


62.07 


25 


1077 


c 


TYR 


s-\ ^X 

660 


49.584 


9.594 


47.749 


j XX y*v 

1.00 


sx yx ft 

59.81 


1078 


0 


TYR 


660 


49.175 


8.510 


48.165 


1.00 


64.86 




1079 


ft 1 

N 


GLU 


661 


50.853 


^x — » yx yx 

9.789 


47.411 


ft A 

1.00 


>X /"X ^x •— 

60.25 




^ fx ^x ^x 

1080 


CA 


y"x ill 

GLU 


661 


51.814 


^X «W ^x ^x 

8.703 


47.527 


j y»X y"X 

1.00 


^*x ft yx 

62.48 ; 


30 


j /\ ft 

1081 


CB 


GLU 


661 


53.119 


^X ^X ^X A 

9.034 


ft ^x ^x ^x 

46.788 


ft ^x ^x 

1.00 


yx ft ^x ^x 

61.23 




1082 


CG 


v—v III 

GLU 


661 


53.209 


8.405 


45.395 


1.00 


63.67 




1083 


y"x 

CD 


GLU 


661 


54.517 


8.708 


44.672 


1.00 


65.78 


35 


1084 


^x* -J 

OE1 


iii 

GLU 


661 


55.602 


8.472 


45.247 


1.00 


60.21 


1085 


OE2 


>— v iii 

GLU 


661 


54.462 


9.174 


A ^x r— A 

43.517 


1.00 


60.28 




1086 


C 


iii 

GLU 


661 


^— j~ ^x ^x ^x 

52.096 


8.354 


48.980 


1.00 


61.69 




1087 


0 


y"X. III 

GLU 


661 


52.247 


7.183 


49.312 


1.00 


61.32 




•j /*\ #*x /x, 

1088 


ft t 

N 


/"S ill 

GLU 


662 


52. 1 60 


9.348 


ft /"x yx r™ ft 

49.854 


ft ^X /X 

1.00 


yx rx yx rx 

62.68 




ft /x fx /™\ 

1089 


CA 


GLU 


^X 

662 


52.405 


/x /"\ ^ rx 

9.048 


51 .252 


ft ^X /X 

1 .00 


^x ^x y\ J 

63.61 




1090 


CB 


y-\ ||| 

GLU 


662 


52.605 


10.340 


52.032 


1.00 


61.04 


45 


J /X ^X ft 

1091 


CG 


/■\ lit 

GLU 


a yx ^X. 

662 


53.485 


11.321 


f** -J ^\ /x yx 

51 .309 


ft f\ f\. 

1.00 


A ft ft s~\ 

61.12 


J /X /X f\ 

1092 : 


yx, i™\ 

CD 


y** III 

GLU 


662 


^x ^v^x. sx 

53.768 


12.555 


52.117 


ft SX /X 

1.00 


/X ^X /X\ f~ 

62.85 




1093 


OE1 


y*-X III 

GLU 


662 


52.822 


13.164 


52.637 


ft yx yx 

1.00 


^ yx yx 

58.86 




1094 


OE2 


o i 1 1 
GLU 


662 


54.945 


12.931 


CO 007 

52.227 


1 .00 


61 .02 


50 


1095 


C 


GLU 


662 


51.193 


8.277 


51 .784 


1.00 


59.86 




1096 


0 


GLU 


662 


51.333 


7.263 


52.466 


1.00 


63.08 




1097 


N 


TYR 


663 


50.007 


8.771 


51 .436 


1.00 


61.62 


55 


1098 


CA 


TYR 


663 


48.716 


8.186 


51.812 


1.00 


62.54 


1099 


CB 


TYR 


663 


47.601 


8.921 


51 .068 


1.00 


63.89 




1100 


CG 


TYR 


663 


46.266 


8.230 


51.167 


1.00 


61.84 
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TABLE 3 (continued) 



ATOM I ATOM TYPE 
CD1 
CE1 
CD2 
CE2 
CZ 
OH 
C 
O 



1109 



1110 
1111 



1112 



1113 
1114 
1115 



1116 
1117 
1118 
1119 



1120 
1121 



1122 
1123 
1124 



1125 



1126 



1127 



1128 



1129 



1132 



1136 
1137 



N 
CA 



CB 



CG 



CD1 
CD2 



O 
N 
CA 
CB 



SG 
C 



N 
CA 



CB 



CG 



SD 



CE 



O 
N 



CA 



CB 
CG 
CD 
CE 

"nz 



RESIDUE 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR 
TYR 



LEU 

liu 



LEU 



LEU 



LEU 

liu 



LEU 
LEU 

CYS 
CYS 
CYS 



CYS 
CYS 



CYS 



MET 
MET 



MET 
MET 



MET 



MET 



MET 



# 
663 
663 
663 
663 
663 
663 
663 
663 



X 

45.619 
44.407 
45.659 
44.441 
43.820 
42.601 
48.565 



Y 
8.109 
7.458 
7.676 
7.019 
6.916 
6.287 
6.680 



Z 

52.392 
52.498 
50.043 
50.138 
51 .368 
51 .477 
51 .537 



B 

1.00 
1.00 



48.090 I 5.918 52.389 1.00 



664 
664 



664 



664 



664 
664 



665 



666 
666 



666 
666 



666 



666 



666 



MET 

LYS 



LYS 



LYS 
LYS 
LYS 
LYS 
LYS 



666 
667 



667 



667 
667 
667 
667 
667 



48.930 
48.846 



6.274 
4.881 



50.325 1.00 



49.908 1-00 



49.261 



4.757 



48.438 1.00 



48.363 I 5.402 47.382 1.00 



49.036 
47.032 



5.350 
4.687 



46.023 I 1.00 
47.351 I 1.00 



49.744 

49.369 

50.933 

51.915 

53.272 

54.006 

51.516 



4.001 
2.889 



50.777 | 1.00 
51.161 i 1.00 



4.519 
3.823 



51.071 1.00 



4.508 
4.295 
3.771 



51 .882 | 1.00 
51.737 I 1.00 
50.123 M. 00 
53.348 T 1 .00 



51.726 I 2.766 54.024 1.00 



50.953 4.862 53.845 



50.524 4.910 55.228 



50.199 
51.408 



6.341 



55.627 



7.189 



55.867 



50.921 



8.891 



56.036 



50.313 8.927 57.659 



49.303 4.023 55.437 



49.146 
48.446 



3.420 
3.950 



56.495 
54.421 



47.241 

46.318 

45.013 

43.951 

44.313 



3.129 
3.429 
2.663 
3.382 
3.462 



54.482 
53.305 
53.338 
52.532 
51.063 



1.00 



1.00 



1.00 



1.00 



1.00 



1.00 



1.00 



44.134 2.158 



50.390 



59.60 
58.52 



1.00 



58.65 
60.83 
62.58 
61.21 
59.94 



60.92 



60.84 



61.56 



60.37 



64.33 
64.49 
59.02 



60.21 
61.89 



61.72 



58.12 



62.31 
59.12 
59.84 



61.71 



63.34 
58.59 



59.71 



62.55 



61.95 



64.15 
63.86 



59.48 
58.08 



61.17 
66.33 
59.73 
60.07 
62.82 



62.44 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al UM 


AIUM TYPE 


nroirM ir— 

RESIDUE 


# 


X 


Y 


z 


B 


ATOM 


5 


A A OO 

1138 


C 


LYS 


A^V 

667 


47.592 


1.658 


54.468 


1 .00 


A A A A 

63.84 




1139 


O 


LYS 


/-x A^V 

667 


46.867 


0.838 


^ ^ SN A A 

55.011 


1.00 


A A A. r* 

61.95 




A A A r\ 

1140 


N 


THR 


A a a 

668 


48.705 


1.318 


53.838 


1.00 


A A A 

63.32 


10 


A A A A 

1141 


CA 


THR 


a a a 

668 


49.114 


-0.069 


53.801 


1.00 


A A A A 

61.88 




A A A O 

1142 


CB 


THR 


668 


50.080 


-0.304 


52.657 


1.00 


60.27 




1143 


OG1 


THR 


668 


49.463 


0.124 


51 .439 


1.00 


62.16 


15 


1144 


CG2 


*t~i ■ r*k 

THR 


668 


50.417 


-1 .775 


52.547 


1.00 


58.76 


a a a rr 

1145 


C 


THR 


668 


49.761 


-0.413 


55.137 


1.00 


62.68 




1146 


O 


THR 


a a a 

668 


49.707 


-1.559 


55.591 


1.00 


62.61 




1147 


N 


LEU 


669 


50.350 


0.597 


55.773 


1.00 


62.26 


20 


A A i O 

1148 


CA 


i pi i 

LEU 


A f\ a 

669 


50.995 


0.427 


57.068 


1.00 


61.58 




A A Aft 

1149 


CB 


LEU 


669 


51.888 


1.626 


57.378 


1 .00 


A A r~ A 

62.50 




A A C f\ 

1150 


CG 


LEU 


a a a 

669 


53.265 


1.643 


56.712 


1.00 


57.56 


25 


A A C A 

1151 


CD1 


LEU 


AAA 

669 


54.041 


2.847 


57.205 


1.00 


A A A ^9 

60.97 


1152 


CD2 


LEU 


669 


54.012 


0.355 


57.037 


1.00 


59.22 




a a e **i 

1153 


! C 


i n i 

LEU 


a a a 

669 


49.987 


0.249 


f f\ a r\ a 

58.194 


J A*\ 

1.00 


A A A A 

61.00 




A A C A 

1154 


O 


i p i i 

LEU 


669 


50.354 


A A f*\ 

-0.119 


59.310 


1.00 


61.30 


Ju 


A A 

1155 


N 


i pi i 

LEU 


670 


48.718 


0.520 


57.911 


1 .00 


A S*\ A J 

62.31 




A A C 

1156 


CA 


LEU 


670 


47.686 


0.365 


58.925 


1.00 


62.17 




A A t~ 

1157 


CB 


i p i i 

LEU 


A T A 

670 


A r~ A A 

46.511 


1.305 


58.638 


1.00 i 


64.37 


35 


A A r~ o 

1158 


CG 


i n i 

LEU 


a — * r\ 

670 


46.784 


2.784 


58.942 


1.00 ! 


A A A 

60.87 


A A r" f~\ 

1159 


A^\ W—\ A 

CD1 


i p i i 

LEU 


A^9 A 

670 


45.516 


3.597 


58.766 


1.00 


63.22 




A A r\ 

1160 


CD2 


■ i — i ■ 
LEU 


670 


47.293 


2.922 


60.365 


J A A 

1.00 


w — A A f — 

58.85 




A A /*> A 

1161 


C 


LEU 


670 


47.227 


-1.090 


58.976 


1.00 


A A J A 

63.40 




A A f»0 

1162 


O 


i n i 

LEU 


670 


46.846 


-1.599 


60.026 


A A A 

1 .00 


A a r* A 

63.58 




A A O 

1163 


N 


LEU 


671 


47.281 


-1 .750 


57.827 


^ A A 

1.00 


A -4 A A 

61.89 




A A f> A 

1164 


CA 


LEU 


671 


46.913 


-3.150 


57.716 


J A A 

1 .00 


A A ^9 ^ 

60.74 


45 


1165 


CB 


LEU 


671 


46.946 


-3.574 


56.249 


J A A 

1 .00 


62.54 


1166 


CG 


1 r — i i 

LEU 


671 


46.501 


-4.997 


55.921 


A A A 

1.00 


A A J A 

62.48 




1167 


CD1 


LEU 


671 


45.015 


-5.180 


56.251 


A A A 

1 .00 


A A A A 

63.63 




11 DO 




1 CI 1 

LbU 




4b. /DO 


C OCA 


54.449 


^ AA 

1 .00 


OO CO 

63.52 


50 


1169 


c 


LEU 


671 


47.967 


-3.928 


58.500 


1.00 


61.46 




1170 


O 


LEU 


671 


47.688 


-4.971 


59.110 


1.00 


60.81 




1171 


N 


LEU 


672 


49.182 


-3.388 


58.479 


1.00 


62.75 


55 


1172 


CA 


LEU 


672 


50.320 


-3.974 


59.163 


1.00 


62.92 


1173 


CB 


LEU 


672 


51.562 


-3.883 


58.280 


1.00 


60.56 




1174 


CG 


LEU 


672 


51.399 


-4.164 


56.786 


1.00 


62.90 
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TABLE 3 (continued) 



30 



35 



40 



45 



50 



55 



ATOM I ATOM TYPE RESIDUE 



1175 



1176 
1177 
1178 
1179 



1180 
1181 
1182 
1183 
1184 
1185 
1186 
1187 
1188 



1189 



1190 
1191 



1192 



1193 
1194 



1195 
1196 
1197 
1198 
1199 
1200 



1201 



1202 



1203 



1204 
1205 



1206 
1207 
1208 



1209 
1210 
1211 



CD1 



CD2 



N 



CA 
CB 
OG 



N 



CA 



CB 
~OG 



N 
CA 



CB 

CG1 



CG2 



N 



CD 
CA 



CB 



CG 



N 



CA 
CB 
~CG 



CD 
CE 
NZ 



LEU 



LEU 

liu 

LEU 
SER 



SER 
SER 
SER 
SER 

"sIr 



SER 
SER 
SER 
SER 



SER 



SER 
VAL 
VAL 



VAL 
VAL 
VAL 
VAL 
VAL 
PRO 



PRO 
PRO 
PRO 



PRO 



PRO 



PRO 



LYS 



LYS 

LYS 

LYS 

LYS 

LYS 

LYS 



672 
672 
672 
672 
673 
673 
673 
673 
673 
673 



674 
674 



674 
674 



674 
674 
675 



675 



675 
675 
675 



675 



675 
676 



676 
676 



52.776 
50.519 
50.576 
51 .722 



49.502 
49.616 
48.582 
47.241 
49.468 



Y 


Z I 




ATOM l 


-4.394 


56.183 I 


1 .00 




-5.373 


56.558 I 


1.00 


fi1 77 I 


-3.232 


60.468 


* r\f\ 

1 .00 


fi1 14 


-3.064 


60.883 


1.00 


63.28 J 


-2.795 I 


61.116 


1.00 


62.86 


-2.056 


62.368 


1.00 


[" 62.27 


I -0.910 


62.405 


1.00 


61.42 


I -1 .383 


62.404 


1.00 


]~ 59.49 


-2.925 


63.616 


1.00 


1 63.23 



50.026 I -2.608 I 64.664 

'-4.017 | 63.517 1.00 



48.720 
48.538 



-4.875 \ 64.680 1-00 



47.225 I -4.506 65.401 | 1.00 



46.204 -4.115 64.495 | 1-00 



48.590 



48.122 -6.849 \ 63.377 | 1.00 



49.192 -7.101 65.336 | 1.00 



49.305 



-8.556 65.256 1-00 



50.722 I -9.025 64.816 1.00_ 

50.962 - 8.679 63.362 I jLOO 

51.787 - 8.394 65.710 1/M 

49.039 I -9.116 I 66.652 | 1-00 



49.265 



-8.433 



676 



"4ft.550 hl0.363 1 66.735 1.00 

48.219 -1^26 5^ 65.616 1.00_ 

48.260 I -VL 001 68.020 1.00 

,12.452 67.623 1 .00 



48.026 



676 



47.362 



-12.317 66.283 1-00 



676 



49.424 



676 



50.585 -10 



-10.847 68 .994 | 1-00 
758 68.576 1.00 



677 



49 



117 -10.818 70.290 1.00 



677 
677 
677 
677 
677 
~677 



^T M0673 71.314 1.00 
^ 0.646 72.702 1.00 



49.510 



50.472 -1 0-433 73.853 

49.861 -10 .969 75.143 

50 .912 -11.109 76.241 

50.350 -11-727 77.491 



1.00 
1.00 
1.00 
1.00 



59.71 



61.92 



60.38 



62.70 



56.91 



-6.373 I 64.405 1.00 61.52 



61.47 



64.16 



61.09 



62.88 
59.26 



61.45 
62.60 



61.24 



59.77 



57.51 
62.72 



60.61 



59.30 



61.35 
63.84 



62.54 



60.54 
61.63 
58.65 
62.01 
63.79 
60.49. 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


A ^ A| Al IF™ 

RESIDUE 


# 


X 


Y 


z 


B 


ATOM 


5 


a a a n 

1212 


C 


1 V f A\ 

LYS 


AK 

677 


A Al A /"% 

51.162 


4 4 A A A 

-11 .828 


A AAA 

71 .222 


A A A 

1.00 


A A A A 

61 .45 




1213 


0 


LYS 


677 


52.102 


-11.917 


A A A A 

72.023 


A A A 

1.00 


A A A A 

59.62 




A A A A 

1214 


N 


a a ai 

ASP 


678 


^ A A a a 

50.955 


A A A A A 

-12.698 


~* A A. A. J 

70.231 


A A A 

1.00 


A A A A 

59.93 


10 


1215 


CA 


A A A 

ASP 


678 


A A AAA 

51.809 


j A A A A 

-13.862 


A A A A A 

69.994 


A A A 

1.00 


A A A A 

60.14 




4 A 4\ A 

1216 


CB 


A Av 

ASP 


678 


1— A A A A 

51.041 


J A J A A 

-15.126 


70.367 


1.00 


60.09 




A /■*> a 

1217 


CG 


A A. f— . 

ASP 


678 


A A A\ A A 

50.390 


A — ■ A A^ A, 

-15.023 


71 .735 


1.00 


! 61.43 


15 


4 a j a 

1218 


A A A 

OD1 


ASP 


678 


^ j a a a 

51.110 


A A A A A 

-14.940 


72.749 


A * A 

1.00 


62.42 


1219 


OD2 


ASP 


A A 

678 


49.151 


J A A. J A 

-15.016 


71.797 


A A A 

1.00 


A A ~~r ~» 

60.77 




J AAA 

1220 


a»> 

C 


A A\ A* 

ASP 


A A 

678 


A Ai A"<vn 

52.273 


-13.947 


A^ A\ jpv f« 

68.535 


A A. A 

1.00 


Aj A A. A 

63.29 




1221 


O 


a a\ a\ 

ASP 


A A 

678 


A, M A 

52.771 


A A A% J 

-14.981 


68.090 


1.00 


59.36 


20 


J AAA 

1222 


N 


av • * * 

GLY 


/X *T 

679 


a, A A A 

52.098 


J /\ ^A A 

-12.854 


67.797 


J A A 

1.00 


A A A A. 

59.82 




«d AAA 

1223 


CA 


GLY 


A T A 

679 


A At A <J A 

52.512 


A Aj a a a 

-12.823 


A A A A A 

66.408 


A A A 

1.00 


A A A A 

58.14 




1224 


C 


A 1 V/ 

GLY 


A — T A 

679 


A «4 AAA 

51 .639 


A Ai A J A 

-13.640 


A A A f\ A 

65.481 


A A. A 

1.00 


A A A A 

58.50 


25 


J A A A 

1225 


O 


GLY 


A ^» A. 

679 


A A. A A A. 

50.600 


-14.179 


A. A A A 

65.870 


A A A 

1.00 


A A A A 

58.88 


1226 


N 


LEU 


680 


52.082 


-13.723 


64.237 


A A A 

1.00 


A A A A 

62.95 




1227 


CA 


LEU 


AAA 

680 


A J A"^ A 

51 .375 


A A A /—A, 

-14.459 


A A A A A 

63.209 


^ A A 

1.00 


A A A A 

63.18 




A S~\ A ft 

1228 


CB 


ft a- i i 

LEU 


A A A 

680 


51.233 


A \ ^A A 

-13.564 


61.981 


a A A 

1.00 


A A J J 

65.44 


30 


1229 


CG 


LEU 


AAA 

680 


A A A a J 

50.941 


A A A A J 

-12.101 


A A A A 4 

62.324 


A A A 

1.00 


AA A a 

60.24 




j a^ a a 

1230 


CD1 


LEU 


A A A 

680 


A A A 

50.994 


J J #-\ A A 

-11.260 


A .A A A A. 

61.069 


A A A 

1.00 


A A /"^ A 

60.21 




1231 


CD2 


LEU 


680 


49.582 


-11.979 


62.974 


A A A 

1.00 


A A J A 

60.11 


35 


J A A A 

1232 


C 


LEU 


A A A, 

680 


A A A^ n J 

52.221 


-15.685 


A A A A A 

62.881 


a A A 

1.00 


A A — T A 

63.74 


■4 nn n 

1233 


a—v 

o 


LEU 


A A A. 

680 


A A J A A 

53.430 


j r— A A, Ai 

-15.689 


A A A A A 

63.110 


A A A 

1.00 


A /^k A A 

62.10 




A An a 

1234 


N 


1 V t A 

LYS 


A A J 

681 


A 4 A A A 

51.598 


A A A A 

-16.729 


A A A A 4 

62.354 


A A A 

1 .00 


A A A A 

60.36 




j An a 

1235 


CA 


LYS 


A A -J 

681 


A Ai A A A 

52.348 


A A^ A. A] 

-17.922 | 


A A A A A 

62.000 


A A A 

1 .00 


60.78 




J A A A 

1236 


CB 


LYS 


A A 4 

681 


A ^ J- A A 

51.406 


J A AAA 

-18.969 


A A A U A 

61.418 


A A, A 

1 .00 


AA A A 

60.11 




4 AA ~ 7 

1237 


CG 


LYS 


A A A 

681 


/— A AAA 

50.209 


a A A f— A 

-19.253 


A A AAA 

62.289 


4 A A 

1.00 


A A A A 

61.43 




1238 


CD 


LYS 


A A -J 

681 


A A A A A 

49.295 


A A A A A 

-20.221 


A 4 A ^A 

61 .579 


A A A 

1.00 


A A A A 

63.30 


45 


1239 


CE 


1 \/A 

LYS 


A A J 

681 


A ~t A A A 

47.908 


A A A A A 

-20.186 


A A a A A 

62.160 


A A A 

1.00 


A J 3 9 

61 .77 


A A J A 

1240 


NZ 


LYS 


A A A 

681 


a A A A A 

46.983 


A A AAA 

-20.886 


A A A> a a 

61.244 


A A A 

1.00 


A Ai 4ft Al 

62.13 




A t\ A A 

1241 


C 


LYS 


A A A 

681 


53.429 


A ^ A A J 

-17.551 


A A A ^ A 

60.973 


1.00 


A A A A 

61.58 




1*:4<: 


o 


LYS 


681 


54.4U l 


- lo.Zoo 


CA ~7 O A 

ou./o4 


H AA 

1 .uu 


DO. 01 


50 


1243 


N 


SER 


682 


53.250 


-16.410 


60.309 


1.00 


60.35 




1244 


CA 


SER 


682 


54.211 


-15.932 


59.314 


1.00 


62.36 




1245 


CB 


SER 


682 


53.515 


-15.613 


57.989 


1.00 


61.24 


55 


1246 


OG 


SER 


682 


53.066 


-16.788 


57.346 


1.00 


63.18 


1247 


C 


SER 


682 


54.885 


-14.674 


59.826 


1.00 


64.68 




1248 


O 


SER 


682 


55.289 


-13.814 


59.051 


1.00 


59.53 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATA h A TVOI" 

ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


A ft n 

1286 


N 


ASP 


687 


56.651 


-8.791 


Cf\ ft A/% 

59.802 


a] nn. 

1.00 


A A A ^ 

64.05 




1287 


CA 


ASP 


687 


n inn 

57.483 


-7.668 


60.195 


^ An 

1.00 


60.85 




i Ann 

1288 


CB 


ASP 


687 


58. 1 02 


-7.960 


A a ^ n ~ r 

61 .567 


^ a n 

1.00 


^ A ft A 

56.84 


10 


A A ft ft. 

1289 


CG 


ASP 


A A^V 

687 


a a n a n 

59.033 


A -d A A 

-9.162 


A ^ r - A A 

61 .536 


A A A 

1.00 


a A m 

64.67 




1290 


OD1 


ASP 


687 


a a J n a 

59.482 


A. A A A 

-9.610 


A A A A A 

62.622 


A A A 

1 .00 


A A 4 

60.21 




u A A J 

1291 


OD2 


ASP 


687 


59.322 


A A ^ ^ 

-9.655 


AA <4 J A 

60.414 


A A A 

1 .00 


A A A 

63.02 


15 


1292 


C 


ASP 


A A T 

687 


^ ft ^* p ro J 

58.573 


— W AAA 

-7.383 


59.142 


a n a 

1 .00 


A A f— A 

61 .59 


1293 


0 


ASP 


A A^V 

687 


r- A AAA 

59.262 


A A A 

-6.358 


59.214 


^ A A 

1.00 


A 4 A A 

61.60 




^ ftA j 

1294 


N 


y"\ ill 

GLU 


A A A 

688 


r* A — y A r - 

58.725 


A AAA 

-8.289 


^ A ^ f A 

58.172 


j A A 

1.00 


A A A A 

60.82 




1295 


CA 


yv ill 

GLU 


A A A 

688 


A A ™ T A A 

59.700 


A A A A 

-8.104 


#^^T A A A 

57.098 


A A A 

1.00 


^ a n n 

59.68 


20 


1296 


CB 


GLU 


A A A 

688 


A A A A A 

60.246 


A A A A 

-9.433 


^ A A A J 

56.604 


1 .00 


62.54 i 




U A A — T 

1297 


CG 


A III 

GLU 


A A A 

688 


A A A A J 

61.434 


A A ^ A 

-9.252 


55.674 


-4 A A 

1 .00 


60.98 




j Art a 

1298 


CD 


A III 

GLU 


r\ 

688 


A -4 J A 

61.479 


j A A A A 

-10.289 


^ a r~ An 

54.569 


-4 A A 

1 .00 


58.58 


25 


1299 


OE1 


GLU 


AAA 

688 


A J AAA 

61.323 


a a a n 

-9.898 


^ A A A^ 

53.387 


1.00 


61.73 


4 A A A 

1300 


OE2 


a\ iii 

GLU 


A A A 

688 


A A A A A 

61.663 


J -4 4 A A 

-11 .490 


^ A AAA 

54.882 


1.00 


60.24 




A A A A 

1301 


C 


GLU 


A A A 

688 


^ A A A -4 

59.031 


^9 A A ^9 

-7.387 


^ i~ A A 4 

55.931 


1 .00 


60.97 




A A A A 

1302 


o 


iii 

GLU 


A A A 

688 


a A A 4 

59.684 


A A A 

-6.719 


^ ^ 4 A™T 

55.137 


a An, 

1.00 


A A A^ 

62.27 


30 


A A A A 

1303 


N 


1 1 

ILE 


AAA 

689 


T A A 

57.721 


-7.552 


r* f A A A 

55.809 


A A A 

1 .00 


A -4 A A 

61 .23 




J A A A 

1304 


A A 

CA 


1 1 ^ 

ILE 


A A 

689 


^ A A - T/*\ 

56.979 


A A A A 

-6.864 


54.767 


A A A 

1.00 


A 4 A A 

61.00 




A A A r~ 

1305 


CB 


1 1 r - 

ILE 


A A A 

689 


55.641 


^9 ^ A A 

-7.592 


^ A A l~ A 

54.451 


A A A 

1.00 


nn a ^ 

63.41 


35 


^ AAA 

1306 


CG2 


ILE 


AAA 

689 


54.655 


A A ^ A 

-6.650 


^ A ^ ^ A 

53.759 


4 A A 

1.00 


59.25 


4 A A 

1307 


CG1 


1 1 f~ 

ILE 


A A A, 

689 


55.916 


a Ann 

-8.808 


n^ n 

53.568 


^ a n 

1.00 


A — y #— a 

57.54 




W A A ft 

1308 


CD1 


1 1 r** 

ILE 


A ft A 

689 


/— * A A*T 

54.667 


A A A 

-9.526 


53.121 


^ v\n 

1 .00 


^*«o o r\ 

62.29 




4 A A A 

1309 


c 


1 1 i~" 

ILE 


A A A 

689 


^- A "T A jI 

56.704 


-5.479 


55.345 


A A A 

1 .00 


^ ft A ^ 

58.97 




A A -4 A 

1310 


o 


ILE 


A A A 

689 


^ A ^T^T ft 

56.778 


ji _j *^n, 

-4.473 


#— ^ a A r~ 

54.645 


4 a n 

1.00 


A -4 J— A 

61.54 




A A 4 -d 

1311 


Ik 1 

N 


ARG 


A A A 

690 


^ A J -4 -4 

56.411 


^ A A A 

-5.439 


P n a a 4 

56.641 


1 .00 


60.16 




,4 A -4 A 

1312 


CA 


ARG 


A A ft, 

690 


r* A -4 A ^ 

56.135 


a a n t~ 

-4.185 


57.319 


a a n 

1 .00 


A A A ft 

61.28 


45 


4 A ^ A 

1313 


CB 


ARG 


690 


55.855 


A A A A 

-4.434 


58.799 


1.00 


60.29 


1314 


CG 


ARG 


A A/^ 

690 


55.548 


-3.170 


59.582 


1 .00 


60.74 




1315 


CD 


ARG 


690 


54.679 


-3.480 




1 .00 


56.91 




lolb 


INC 


A DO 


cork 

byu 


CA H QA 




Dl .4o/ 


i AA 

1 .uu 


Do.yy 


50 


1317 


cz 


ARG 


690 


54.967 


-1.378 


62.026 


1.00 


64.04 




1318 


NH1 


ARG 


690 


56.283 


-1.533 


62.029 


1.00 


58.19 




1319 


NH2 


ARG 


690 


54.427 


-0.327 


62.623 


1.00 


62.52 


55 


1320 


c 


ARG 


690 


57.274 


-3.179 


57.177 


1.00 


57.93 


1321 


o 


ARG 


690 


57.037 


-1.977 


57.067 


1.00 


59.25 




1322 


N 


MET 


691 


58.512 


-3.660 


57.190 


1.00 


58.75 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


B 


ATOM 


5 


1360 


CG 


LYS 


695 


62.768 


0.892 


54.438 


1.00 


60.54 




1361 


CD 


LYS 


695 


63.876 


0.081 


53.767 


j y-\ y-\ 

1.00 


63.44 




1362 


y— v ft— 

CE 


LYS 


695 


64.516 


-0.947 


54.699 


U f™\ y-\ 

1.00 


61.61 


10 


1363 


NZ 


LYS 


695 


j»» w y"v y"V A 

65.330 


-1.962 


J— y»* y-v ^ y"v 

53.942 


1.00 


62.18 




1364 


C 


LYS 


695 


60.206 


3.074 


52.559 


1.00 


61.44 




1365 


0 


LYS 


695 


60.706 


4.010 


51 .946 


1.00 


61 .23 


15 


1366 


N 


GLU 


696 


59.101 


2.452 


52.156 


1.00 


61.65 


1367 


CA 


GLU 


696 


58.381 


/-v y*v, y"v 

2.862 


50.961 


1.00 


60.70 




1368 


CB 


GLU 


696 


57.289 


1.851 


50.635 


J y*. />« 

1.00 


62.74 




1369 


CG 


GLU 


696 


56.806 


1.901 


.J y«fc ^v. y«fc y-V 

49.200 


J y^ y-\ 

1.00 


63.74 


20 


1370 


CD 


GLU 


696 


57.927 


1.725 


48.187 


J y-v «v 

1.00 


63.24 




1371 


OE1 


v"* ft ft i 

GLU 


696 


r~ J*V J»*V. y-v y»v 

58.903 


J y-y y-v 

1.002 


a A A y"\ J 

48.494 


1.00 


61 .23 




1372 


OE2 


GLU 


696 


57.824 


2.299 


y. — v y-v — » yv 

47.079 


J y^ ^\ 

1.00 


62.98 


25 


1373 


C 


GLU 


696 


57.775 


4.215 


ft* -A t~\ r\ 

51.260 


1.00 


61.27 


1374 


O 


GLU 


696 


57.594 


5.051 


50.366 


1.00 


61.63 




1375 


N 


LEU 


697 


57.468 


M AAA 

4.414 


52.540 


1.00 


59.99 




1376 


CA 


LEU 


697 


56.912 


ft* ^\ 

5.668 


53.022 


1.00 


f \ y»X y-v 

63.89 


30 


1377 


CB 


LEU 


697 


56.314 


5.493 


54.418 


J y-K A 

1 .00 


58.18 




1378 


CG 


LEU 


697 


55.831 


6.810 


f>* y*^ -A y^ 

55.016 


1.00 


62.97 




1379 


CD1 


LEU 


697 


54.754 


7.370 


54.127 


J /\ y-i 

1.00 


59.80 


35 


1380 


CD2 


LEU 


697 


55.319 


A y*v y"v y*v 

6.606 


< — y". ^ M 

56.425 


J y-\ 

1.00 


59.24 


1381 


C 


LEU 


697 


58.029 


6.709 


53.072 


1.00 


61.66 




1382 


O 


LEU 


697 


57.807 


7.871 


52.774 


1.00 


y*v /*> y-% r— 

60.35 




1383 


N 


GLY 


698 


59.228 


6.283 


53.460 


1.00 


59.57 


Aft 

4U 


1384 


CA 


GLY 


698 


60.348 


7.198 


53.523 


1.00 


y-t ^ J r- 

61.15 




1385 


C 


GLY 


698 


60.570 


7.770 


52.146 


1 .00 


60.91 




1386 


o 


GLY 


698 


60.748 


8.977 


r~ J y~\ y-\ a 

51.988 


1.00 i 


f\ A A t~ 

61.15 


45 


1387 


N 


LYS 


699 


60.557 


A>\ *N 

6.880 


51 .156 


1 .00 


60.97 


1388 


CA 


LYS 


699 


60.729 


7.219 


49.745 


1 .00 


60.90 




1389 


CB 


ft \ / y"V, 

LYS 


y*\ — » 

699 


60.526 


5.983 


48.875 


1.00 


y^S y-V r\ S>* 

66.06 




1390 


CG 


LYS 


con 
699 


61 .729 


C AQO 

o.uyo 




1 .UU 




50 


1391 


CD 


LYS 


699 


61.290 


3.930 


47.737 


1.00 


59.41 




1392 


CE 


LYS 


699 


62.371 


3.498 


46.765 


1.00 


61.62 




1393 


NZ 


LYS 


699 


63.066 


2.246 


47.178 


1.00 


60.87 


55 


1394 


C 


LYS 


699 


59.710 


8.256 


49.289 


1.00 


58.54 


1395 


O 


LYS 


699 


60.019 


9.127 


48.482 


1.00 


59.98 




1396 


N 


ALA 


700 


58.483 


8.128 


49.777 


1.00 


63.02 
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40 



45 



50 



ATOM 
1397 
1398 
1399 
1400 
1401 
1402 
1403 
1404 
1405 
1406 
1407 
1408 
1409 
1410 

uTi 

1412 
1413 
1414 
1415 
1416 
1417 
1418 
1419 
1420 
1421 
1422 
1423 
1424 
1425 
1426 
1427 
1428 
1429 
1430 
1431 
1432 
1433 



55 



ATOM TYPE 
CA 
CB 
C 
O 
N 

CA 
CB 
CG2 
CGI 
CD1 
C 
O 
N 

CA 
CB 
CG1 
CG2 
C 
O 
N 

CA 
CB 
CG 
CD 

ci 

NZ 
C 

o 

N 

CA 
CB 
CG 
CD 
NE 
CZ 
NH1 
NH2 



RESIDUE 
ALA 
ALA 
ALA 
ALA 

ui 

ILE 

oi 

ILE 

i[i 

ILE 
ILE 

ui 

VAL 
VAL 
VAL 
VAL 
VAL 
VAL 
VAL 
LYS 
LYS 
LYS 

LYi 
LYS 
LYS 
LYS 
LYS 
LYS 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 



# 
700 
700 
700 
700 
70? 
701 
701 
701 
701 
701 
701 
701 
702 
702 
702 
702 
702 
702 
702 
703 
703 
703 
703 
703 
703 
703 
703 
703 
704 
704 
704 
704 
704 
704 
704 
704 
704 



230 



EP1 375 517 A1 

TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




A I UM 


ATY"\fcJI TV/ DC 

AlvJIvl TYPE 


RESIDUE 


# 




Y 


Z 


B 


ATOM 


5 


H A n A 

1434 




ARG 


704 


58.520 


A 0 CA7 

16.607 


An 0 4 0 

48.249 


4 ft ft 

1.00 


ftft 4 4 

63.14 




1435 


o 


ARG 


704 


C O "7 OO 

58.732 


A ~~T -7-70 

17.772 


47.885 


4 ft ft 

1.00 


ftft 4 4 

60.41 




1436 


N 


GLU 


— *ft r* 

705 


n /to 

58.842 


16.155 


4ft j rft 

49.458 


4 ft ft 

1.00 


ftft ft ft 

60.89 


10 


A A 0~7 

1437 


CA 


GLU 


705 


CO coo 

59.528 


■4 ~7 O H O 

17.018 


r - ft 4 4ft 

50.412 


4 ftft 

1.00 


ftft r~ ft 

62.58 




j ion 

1438 


CB 


GLU 


705 


<— r\ 04 4 

59.814 


4ft ft ft ft 

16.288 


4 ^ ft ft 

51 .730 


4 ft ft 

1 .00 


ftft ft 4 

60.91 




a a oo 

1439 


CG 


/-v III 

GLU 


^Tft ^ 

705 


ft ft ft ^ 

58.605 


4ft ft ft 4 

16.091 


52.605 


4 ft ft 

1.00 


ftft ft ft 

62.30 


15 


h a a o 

1440 


CD 


GLU 


705 


57.847 


4 ^ ft ft A 

17.384 


52.817 


4 ft ft 

1.00 


ft 4 ftft 

64.22 


A A A A 

1441 


OE1 


GLU 


^ft 

705 


56.684 


4 T 4 ft ft 

17.460 


f™ ft ft 4 

52.347 


4 ft ft 

1.00 


f ft ^ 

58.55 




AAA O 

1442 


OE2 


z~\ iii 
GLU 


^Tft ^ 

705 


ft 4 4ft 

I 58.419 


4! ft ft 4 "T 

18.317 


ft 4 4ft 

53.440 


4 ft ft 

1.00 


ft 4 4 ft 

61.42 




1443 


C 


z~\ iii 
GLU 


705 


ft ft ft 4 ft 

60.848 


4 — T 4 P*ft 

17.456 


4ft ft ft 4 

49.801 


4 ft ft 

1.00 


/>ft 4 ft 

62.10 


20 


1444 


o 


/-> i i i 
GLU 


705 


ft j ft ft ft 

61.869 


4 ft "*T ft 4 

16.761 


4ft ft ft ft 

49.939 


4 ft ft 

1 .00 


^ ft ft 

59.78 




A A A C 

1445 




GLY 


706 


ft ft ft ft ft 

60.823 


4 ft ^ ft ^ 

18.597 


4 ft j 4 r* 

49.115 


4 ft ft 

1.00 


ftft ft ft 

60.22 




. 1446 


CA 


GLY 


706 


ft ft ft ft ft 

62.036 


4 ft 4 ft ft 

19.100 


4ft f~ ft ft 

48.500 


4 ft ft 

1 .00 


ft 4 ~~t r -1 

61.75 


25 




C 


GLY 


706 


00 A r~ r\ 

63.159 


A O OOO 

19.239 


4ft P 4 ft 

49.518 


4 ft ft 

1.00 


ftft 44 

60.44 


A A A O 

1448 


o 


GLY 


-7 /-\ /-» 
706 


ft A 4 ft O 

64.168 


40 r~ -4 ft 

18.519 


4 ft 4 ^ft 

49.450 


4 ft ft 

1.00 


ft 4 A 

61 .54 




A A a r\ 

1449 


A 1 

N 


inn 

ASN 


707 


ft ft ft —7 At 

62.974 


ftft 4 4ft 

20.148 


50.477 


4 ftft 

1.00 


ft 4 ft ft 

61.06 




1450 


CA 


ASN 


707 


ft ft ft ft ft 

63.989 


ftft ft ft — T 

20.387 


51 .491 


4 ft ft 

1.00 


ft /"V /"X J 

60.61 


ou 


A AC A 

1451 


CB 


ASN 


^ft^ 

707 


ft ft ^ft 4 

63.561 


ft 4 ^ ft ^ 

21 .505 


f ft 4 4ft 

52.443 


4 ft ft 

1 .00 


ftft ft ft 

63.06 




a A tr o 

1452 


CG 


ASN 


^ft "T 

707 


ft 4 ^ft 4 

64.731 


ftft ft 4 ft 

22.048 


ft ft i~ ft 

53.258 


4 ft ft 

1.00 


ftft r~ ft 

60.50 




1453 


OD1 


ASN 


707 


O >4 OOO 

64.663 


00 4 ro 

23.152 


^ ft ft ft ft 

53.803 


4 ft ft 

1.00 


ft 4 4ft 

61 .18 


35 


H A r~ A 

1454 


4 ir\n 

ND2 


i Ail 

ASN 


707 


ft ^ ft 4 ^ 

65.815 


ft 4 ft ft ft 

21 .269 


^ ft ft 4 ft 

53.342 


4 ftft 

1.00 


ft 4 *"T f— 

61 .75 


4 irr 

1455 


C 


A O K 1 

ASN 


*■» ft^ 

707 


ft 4 ft r - r* 

64.355 


4ft 44ft 

19.143 


r~ ft ft ft 4 

52.281 


4 ft ft 

1 .00 


ft 4 ^ ft 

61 .56 




1456 


o 


A OA 1 

ASN 


"70^ 

707 


00 />or 

63.685 


18.767 


CO oco 

53.250 


A OO 

1.00 


00 r - 

63.56 




4 ji CT 

1457 


N 


SER 


708 


ft A A 

65.446 


4ft C ft 

18.525 


^4 ft ft ^ 

51 .837 


4 ft ft 

1.00 


ftft ft ft 

62.02 


AO 


1458 


CA 


pen 

SER 


708 


66.024 


4 "7 00£> 

17.326 


c ft 4 ft^ 

52.427 


A OO 

1 .00 


ftft ft ft 

60.22 




1459 


CB 


o r~ n 

SER 


"700 

708 


—7 0^0 
67.379 


4 ~~7 ft ~ T ft 

17.070 


^ 4 •Tft ^ 

51 .737 


4 ft ft 

1 .00 


^ ft ft 4 

58.91 




A A oo 

1460 


OG 


SER 


"700 

708 


^0 -4-10 
68.112 


4 C OOO 

15.998 


c 0 00 c 

52.305 j 


A OO 

1.00 


ft ^1 4 

62.1 5 


45 


A AO A 

1461 


C 


SER 


"TOO 

708 


000 
66.200 


A "7 COO 

17.500 


CO ftJC 

53.945 


A OO 

1.00 


ft ft ft 

63.60 


1462 


o 


SER 


708 


66.754 


4 ^ 0 0 c 

16.635 


C A OO jl 

54.624 


A OO 

1 .00 


00 0 c 

60.95 




1463 


N 


SER 


~roo 

709 


O C "74 0 

65.713 


40 0 ^ 0 
18.619 


54.474 


4 OO 

1 .00 


04 00 
61 .83 




I *fO*t 




CCD 

otn 


/uy 


ec one 
DO.OiiD 






1 nn 

l .UU 


bl .00 


50 


1465 


CB 


SER 


709 


66.279 


20.373 


56.065 


1.00 


65.65 




1466 


OG 


SER 


709 


67.479 


20.615 


55.332 


1.00 


62.14 




1467 


C 


SER 


709 


64.516 


18.684 


56.641 


1.00 


59.54 


55 


1468 


O 


SER = 


709 


64.497 


18.583 


57.874 


1.00 


61.29 




1469 


N 


GLN 


710 


63.416 


18.586 


55.900 


1.00 


62.57 




1470 


CA 


GLN 


710 


62.131 


18.347 


56.533 


1.00 


61.59 
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TABLE 3 (continued) 



1483 
1484 



1485 



1486 



1487 



1488 



1489 



1490 

1491 

1492 

1493 

1494 



1495 



1496 



1497 



1498 



1499 
1500 
1501 



1502 



1503 



1504 
1505 
1506 



1507 



ND2 
C 



N 



CA 



CB 



CG 
CD2 
CE2 
CE3 
CD1 
NE1 



CZ2 



CZ3 



CH2 



O 



N 



CA 
CB 



CG 



CD 

"oil 

NE2 



ATOM 1 


ATOM TYPE I 


RESIDUE 


# i 


1471 I 


CB I 


GLN 


710 j 


1472 




GLN 


710 | 


1473 


CP I 


GLN 


710 I 


1474 I 

1 T f » 1 


oil 1 


GLN 


710 J 




NE2 


GLN 


710 


1476 


C ~ 


GLN 


710 


1477 


0 


GLN 


710 


1478 


N 


ASN 


711 


1479 


CA 


ASN 


711 


1480 


1 CB " 


] aIn 


711 


M481 


1 CG 


| ASN 


711 


1482 


OD1 


I ASN 


711 



ASN 
ASN 



ASN 



TRP 



TRP 
TRP 



TRP 
TRP 
TRP 
TRP 
TRP 
TRP 



TRP 



TRP 



TRP 



TRP 



TRP 



GLN 



GLN 
GLN 



GLN 



GLN 
GLN 
GLN 
GLN 



711 
711 



711 



712 



712 
712 



712 



712 
712 



713 
713 
713 



713 
713 
713 
713 
713 



X 

61.087 

61 .469 

60.344 

59.363 

60.481 

61.683 

60.512 

62.625 

62.309 

63.407 



Y 

19.333 

20.792 

21 .776 

21.882 

22.502 

16.917 

16.586 

16.063 

14.666 

14.033 



56.007 

56.249 

55.943 

56.696 

54.831 

56.297 

56.466 

55.916 

55.673 



1.00 
1.00 



63.50 8 I 14.675 
62.565 15.303 



53.449 
52.977 



64.646 | 14.507 
62.090 I 13.879 
61 .055 | 13.238 



52.801 1.00 



56.974 
57.155 



1.00 
1.00 



63.054 13.930 57.883 



62.915 

64.259 

65.169 

65.485 

66.331 

65.130 

65.815 

66.517 

66.832 

65.625 



13.234 
13.185 
12.333 
10.980 
10.516 
10.108 
12.637 
11.552 
9.215 
8.817 



59.148 
59.833 
59.088 
59.388 



58.366 
60.426 



57.934 
57.490 
58.345 
60.407 



1.00 



1.00 
1.00 



1.00 
1.00 



1.00 
1.00 



1.00 
1.00 



66.470 8.381 



59.370 



61.903 S 13.954 
61 .372 | 13.410 



60.021 
60.996 



61.637 I 15.191 
60.705 I 16.043 
60.853 I 17.455 



59.640 
60.345 
59.793 



60.727 I 18.564 I 60.802 

59.352 | 19.135 j 60.838 

58.660 | 19.154 f 59.824 

58.942 I 19.628 | 61.998 

59.296 15.522 T 60.1 07 



1.00 
1.00 



1.00 



1.00 



1.00 



58.05 
62.98 



54.819 1-00 



1.00 



1.00 



1.00 
1.00 



59.84 

60.97 

65.14 

58.31 

60.42 

61.21 

63.02 

60.49 



65.80 
63.88 



60.91 
63.26 



58.14 



61.93 



59.49 
62.44 



62.60 



61.74 



62.04 
60.92 



57.10 
63.63 



63.94 



65.64 



62.08 



59.14 
59.32 
60.06 



63.93 



59.11 



61.74 



60.27 



58.27 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


x y 

Y 


Z 


B 


ATOM 


5 


1508 


y-x 

O 


y^x ■ Li 

GLN 


713 


58.472 


15.465 


61.018 


1.00 


63.21 




1509 


N 


ARG 


714 


59.051 


j j 1 — j y*N r— 

15.125 


58.864 


1.00 


62.15 




1510 


CA 


ARG 


714 


57.758 


14.626 


58.424 


1.00 


57.88 


10 


1511 


CB 


A r~"x y"x 

ARG 


714 


57.668 


14.782 


56.907 


1.00 


65.30 




J a* J XX 

1512 


y**X 

CG 


ARG 


714 


56.272 


14.971 


56.382 


1.00 


62.96 




j — j -x 

1513 


CD 


ARG 


714 


56.301 


15.439 


54.940 


1.00 


62.68 


15 


1514 


NE 


ARG 


714 


55.029 


15.200 


54.267 


1.00 


62.08 


1515 


y™X 

cz 


ARG 


714 


53.899 


15.828 


54.561 


1.00 


62.26 




J P™ J J*X 

1516 


NH1 


ARG 


714 


53.877 


16.741 


55.515 


1.00 


59.12 




1517 


NH2 


A yx 

ARG 


714 


52.788 


15.535 


53.906 


1.00 


57.33 


20 


j i— j yx. 

1518 


| c 


A r^v y"x 

ARG 


714 


57.573 


13.171 


58.831 


1.00 


60.95 




j _j yx 

1519 


y~x 


ARG 


714 


56.531 


12.787 


59.368 


1.00 


xx yx yx yx 

60.00 




1520 


N 


PHE 


715 


58.594 


12.363 


58.571 


1.00 


59.93 


25 


1521 


CA 


r"xi i r — 

PHE 


715 


58.551 


10.960 


58.940 


1.00 


61.38 


1522 


CB 


PHE 


715 


59.934 


10.328 


58.799 


1.00 


60.45 




1523 


CG 


f— V 1 ft *— 

PHE 


715 


59.921 


8.834 


58.843 


1.00 


63.37 




1524 


yx; ^ 

CD1 


PHE 


715 


59.016 


8.119 


58.063 


1.00 


61.57 


30 


1525 


CD2 


PHE 


715 


60.824 


8.136 


59.636 


1.00 


59.17 




J ^ /*X.yX 

1526 


y^ ^ 

CE1 


PHE 


715 


59.005 


6.732 


58.067 


1.00 


60.07 




1527 


y*N ^"yx 

CE2 


PHE 


715 


60.824 


6.740 


59.648 


1.00 


58.03 


35 


1528 


CZ 


PHE 


715 


59.904 


^x ^x ^x ^x 

6.038 


f™ ^X ^X W ^x 

58.856 


1.00 


yx xx yx 

61.29 


J ***• yx yx 

1529 


y*x 

c 


PHE 


715 


58.118 


10.923 


60.394 


1.00 


61.16 




1530 


o 


PHE 


715 


57.409 


10.017 


x% yx yx yx ^ 

60.821 


^ yx yx 

1.00 


yx _J « — XX 

61.52 




1531 


A 1 

N 


TYR 


^ yx 

716 


58.541 


1 1 .925 


61.153 


J yX *— v 

1.00 


XX xx _j yx 

62.10 


AH 


1532 


/"> A 

CA 


TYR 


716 


58.178 


11.989 


62.550 


1.00 


61.74 




■J r~ rx. yx 

1533 


CB 


TYR 


716 


58.962 


13.092 


^x yx yx y" yx 

63.256 


a xx yx 

1.00 


yx yx ■— yx 

60.58 




4 r*~ fx. 4 

1534 


yx, y"x 

CG 


TYR 


j yx 

716 


58.729 


13.117 


64.748 


1.00 


60.86 


45 


1535 


CD1 


TYR 


J ^X 

716 


59.376 


12.213 


65.586 


1.00 


58.32 


^ ^x, zx 

1536 


CE1 


TYR 


716 


59.159 


^ yx yx yx yx 

12.226 


yx yx yx #~ yx 

66.952 


a yx yx 

1.00 


■w yx yx «v 

59.67 




1537 


yx, f— \ yx. 

CD2 


TYR 


716 


57.852 


^ a yxyxyx 

14.032 


yx f~ yx * yx 

65.318 


j yx yx 

1.00 


60.64 




H COO 

1538 




T\/n 

TYR 


716 


57.625 


4 j* oco 

14.052 


66.679 


1.00 


63.17 


50 


1539 


CZ 


TYR 


716 


58.283 


13.152 


67.493 


1.00 


58.37 




1540 


OH 


TYR 


716 


58.090 


13.194 


68.856 


1.00 


59.28 




1541 


C 


TYR 


716 


56.688 


12.280 


62.662 


1.00 


61.28 


55 


1542 


O 


TYR 


716 


55.952 


11.578 


63.356 


1.00 


61.70 


1543 


N 


GLN 


717 


56.249 


13.318 


61.967 


1.00 


62.49 




1544 


CA 


GLN 


717 


54.858 


13.716 


62.009 


1.00 


63.77 
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TABLE 3 (continued) 



1556 



1557 



1558 



1559 



1560 
1561 
1562 



1563 



1564 
1565 



1566 
1567 



1568 
1569 



1570 



1571 



1572 



1573 
1574 
1575 



1576 



1577 
1578 
1579 
1580 
1581 



CD1 



CD2 



O 



N 
CA 
CB 



OG1 
CG2 
C 



N 
CA 



CB 



CG 



CD 



CE 



NZ 

C 

O 



N 

CA 
CB 
CG 
CD1 
CD2 



ATOM I 


ATOM TYPE I 


RESIDUE 


1545 


CB I 


GLN 


1546 


CG I 


GLN 


1547 


CD [ 


GLN 


1 0^0 


OE1 I 


GLN 


1549 


NE2 


GLN 


1550 


I C 


GLN 


1551 


0 


GLN 


1552 


N " 


lIu 


I 1553 


I CA 


1 LEU 


J 1554 


| CB 


1 LEU 


1555 


1 CG 


1 LEU 



LEU 



LEU 



# 
717 
717 
717 



717 
717 
717 
717 
718 
718 



718 



718 
718 



718 



LEU 



LEU 



THR 
THR 
THR 



THR 
THR 
THR 



THR 



718 



718 
719 
719 
719 



719 
719 



719 



LYS 
LYS 



LYS 



719 



720 
720 



LYS 



LYS 



720 
720 



LYS 



LYS 
LYS 
LYS 



LEU 

liu 
liu 
liu 

LEU 

liu 



720 



720 



720 
720 
720 



721 
721 
721 
721 
721 
721 



X 

54.694 

55.613 

55.418 

55.545 

55.125 

53.910 

52.907 

54.228 

53.384 



Y 

15.061 

16.126 

17.512 

17.709 

18.487 



ATOM 



61 .304 | 1.00 
61.888 1.00 



61 .28 8 I 1.00 
60.073 I 1.00 
62.147 



1.00 



12.674 
12.338 
12.154 



61 .426 
62.064 
60.237 



-1 1.1 44 59.589 1.00 



53.880 I 10.833 58.166 1.00 



53.823 11-915 
54.322 11.353 



57.078 1.00 



55.764 1.00 



52.411 
53.308 



12.419 
9.847 



56.916 
60.391 



1.00 
1.00 



52.241 
54.441 
54.469 
55.902 



9.270 
9.387 
8.162 
7.717 



60.530 
60.911 
61 .706 
62.001 



1.00 



1.00 
1.00 
1.00 



56.590 
56.626 



8.749 



62.715 1.00 



7.420 



60.716 1.00 



53.744 | 8.362 63.034 1.00 



53.365 I 7.398 63.702 1.00 



53.562 
52.864 



9.619 
9.913 



63.421 
64.652 



1.00 
1.00 



53.414 
52.661 



11.194 
11.630 



65.281 1.00 



66.532 1.00 



52.340 10.450 67.448 1.00 



51.254 10.801 68.472 1-00 



50.621 



9.562 69.037 1.00 



51.364 \ 10.023 
50.523 I 10.016 



64.345 | 1.00 
65.246 



1.00 



51.030 ! 10.110 
49.634 I 10.162 



63.061 I 1.00 
62.659 I 1.00 



49.505 



10.724 61.235 1.00 



48.264 ! 11.548 
48.219 I 11.751 
47.005 ! 10.851 



60.867 
59.366 



1.00 



63.18 
62.93 



1.00 
61.327 | 1.00 



62.21 
59.68 



58.70 



61.09 
61.62 
62.25 



60.93 



61.18 



60.69 



59.94 



64.72 
61.41 



62.27 



62.60 
61.77 
63.38 



59.25 



64.41 



64.18 



59.43 



60.48 
60.21 



63.61 



60.31 



57.45 



57.33 



61.89 



60.76 



60.43 



65.16 
59.83 



59.18 



63.18 



62.00 



62.08 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




« T/""\ ft 4 

ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


B 


ATP>"Nft 4 

ATOM 


5 


1582 


C 


LEU 


721 


49.163 


8.696 


62.703 


1.00 


A*\ ^A 4*\ •>«« 

61.87 




4 POO 

1583 


o 


LEU 


721 


An r\ a a 

48.041 


8.405 


63.117 


1.00 


62.35 




^ tret a 

1584 


ft. 1 

N 


LEU 


i^i r*\ 

722 


50.052 


7.788 


62.282 


A 4fS 4*> 

1.00 


62.99 


10 


a r r\ r 

1585 


CA 


LEU 


722 


49.813 


6.339 


62.250 


1.00 


4-» JPX A*. A 

58.34 




a r 

1586 


CB 


LEU 


722 


50.988 


5.635 


61 .570 


1.00 


59.92 




1587 


CG 


LEU 


722 


51.194 


5.933 


60.084 


1.00 


XX /-v X*ft j4»A 

60.23 


15 


1588 


CD1 


LEU 


722 


52.500 


5.333 


59.636 


1.00 


r— 4^k 4P*A 

58.33 


1589 


4f^ r^. 

CD2 


LEU 


—"A \ 

722 


50.050 


5.373 


1* 4^*V 4^ 4**4 A 

59.264 


1.00 


59.18 




1590 


C 


LEU 


722 


49.624 


5.754 


63.651 


J 4*N y-v 

1.00 


62.26 




1591 


o 


LEU 


722 


48.827 


4.835 


63.860 


1.00 


60.80 


20 


1592 


ft 1 

N 


ASP 


723 


50.389 


6.282 


64.597 


1.00 


60.29 




1593 


CA 


ASP 


723 


50.321 


4-* *-* — » /-v 

5.870 


65.989 


1.00 


y% j /•% 4-x 

61 .98 




1594 


CB 


ASP 


723 


l - J Jl 4*"ft 

51.409 


6.583 


66.780 


A A SN 

1.00 


62.74 


25 


1595 


CG 


ASP 


— W /-ft /»** 

723 


52.652 


5.759 


66.935 


A /\ 4*\ 

1.00 


4^ 4*% 4*\ if*\ 

62.09 


1596 


OD1 


ASP 


723 


52.840 


A A J 

4.814 


66.146 


1.00 


62.64 




1597 


OD2 


ASP 


4^ 

723 


53.445 


6.066 


AT\ '•-V 4^\ A /"% 

67.848 


1.00 


60.13 




1598 


C 


A //N I— k 

ASP 


723 


48.970 


6.275 


A*\ A*\ 4KB* 4MB A 

66.554 


1.00 


61 .71 


30 


1599 


o 


ASP 


723 


48.281 


5.496 


4^^V 4**X 4^% 4*^ 

67.202 


1.00 


61.64 




1600 


N 


SER 


724 


48.612 


/- K 4^ A 

7.524 


4^ 4*^ 4**\ A 4>s> 

66.305 


1.00 


AA A A 

62.20 




A f\ f\ a 

1601 


CA 


SER 


724 


47.362 


8.090 


**N 4*^ *9 A 

66.784 


1.00 


61 .12 


35 


1602 


CB 


SER 


724 


47.329 


9.579 


/-^ A A A A 

66.449 


1.00 


4*> 4fX 4*N 

63.08 


1603 


OG 


SER 


724 


47.513 


9.767 


65.057 


1.00 


61.03 




1604 


C 


/T\ r~ 

SER 


724 


46.098 


— » j a r\ 

7.419 


4fX /"* A 4*N 

66.246 


1.00 


59.27 




a s> r\ r~ 

1605 


o 


SER 


724 


A 4f*> /"V J 

45.015 


7.664 i 


66.772 


1.00 


XX j — ?a 

61.79 


Af\ 


1606 


N 


MET 


725 


46.229 


6.594 


1™ 4^ 4*\ 4^ 

65.203 


1.00 


60.63 




1607 


CA 


MET 


•--y f— 

725 


45.077 


5.893 


64.615 


A An 

1.00 


60.05 




1608 


CB 


MET 


725 


45.425 


4*% i^ft O 

5.228 


63.272 


1.00 


60.16 


45 


4 AAA 

1609 ; 


CG 


ft 4 1 1 

MET 


725 i 


45.452 


6.151 


62.055 


1 .00 


66.62 


a f> a r\ 

1610 


SD 


a a r m i 

MET 


725 


43.992 


7.180 


61.838 


1 .00 


58.95 




A f> A A J 

1611 1 


CE 


ft j 

MET 


725 


42.904 


A A A 

6.134 


61 .000 


1.00 j 


61.36 




ID! *l 




Mb 1 


f dz> 


44.0/O 


4.000 


oo.o/o 




b4.<s:o 


50 


1613 


O 


MET 


725 


43.382 


4.543 


65.627 


1.00 


59.89 




1614 


N 


HIS 


726 


45.492 


4.251 


66.334 


1.00 


62.22 




1615 


CA 


HIS 


726 


45.122 


3.249 


67.313 


1.00 


60.86 


55 


1616 


CB 


HIS 


726 


46.356 


2.746 


68.064 


1.00 


58.90 


1617 


CG 


HIS 


726 


47.183 


1.772 


67.286 


1.00 


59.73 




1618 


CD2 


HIS 


726 


48.518 


1.706 


67.070 


1.00 


60.15 



235 



EP 1 375 517 A1 




236 



EP1 375 517 A1 

TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 


RESIDUE 


# 

TT 


X 


v 

1 


7 


R 


ATOM 


1656 


N 


ASN 


711 

/ O 1 


38 154 


4 606 


RQ Q41 


1 on 


ri m 

DI.UI 


1657 


CA 


ASN 


711 

/ O 1 


36 967 


5 409 


70 157 

/ U. 1 Of 


1 on 

1 .UU 


Rn 41 


1658 


CB 


ASN 


711 


17 156 

Of .vJJU 


6 880 


70 21 2 


1 on 


R9 Qft 

U£.90 


1659 


CG 


ASN 

Hum 


7*31 

# O 1 


17 591 

Of .OC70 


7 111 
/ . ooo 


71 R11 


1 on 

I .UU 


5Q 54 


1660 


OD1 


A^N 


711 

/ O I 


16 657 


7 1R5 
/ .ooo 


79 41 n 

i t.*t IU 


1 nn 

I .UU 


5A 5Q 

Do.oy 


1661 


ND2 


A^N 




1ft fl41 


7 Rift 


71 Q45 
/ 1 .Who 


1 nn 

I .UU 


5ft 1 ft 
Do. I o 


1662 




A^N 


711 

/ O 1 


15 Q1 7 


O. 1 oo 


RQ 0ft1 
uy.uo i 


1 nn 

1 .UU 


ri in 

o l .oU 


1663 


o 


ASN 


711 

/ O 1 


14 720 


S 14^ 
o.o*to 


RQ 117 


1 nn 

I .UU 


Rn Q5 


1664 


N 


LEU 
i— t— 


712 
/ o^ 


16 164 


4 7^0 

H. / oU 


R7 Q09 


1 nn 

l .UU 


Rn iq 


1665 


CA 


LEU 


712 


15 442 


4 475 


RR R90 


1 nn 

I .UU 


R1 55 

o I .JJ 


1 666 




LEU 


712 


Ifi 141 

OO. I *T 1 


4 ^^n 


RR 471 
Oo. 1 */ I 


1 nn 

i .UU 


5Q 24 


1667 


CG 


LFU 

1 — 1 — 


712 


16 1R4 

OO. i O" 


5 Q11 


R4 ft1 1 

0*r.O 1 o 


1 nn 

I .UU 


R4 nn 

OH-.UU 


1668 


CD1 


1 FU 

1— 1 — KJ 


712 


16 71 2 

OO. / 1 c- 


5 7ft7 
o. / o / 


R1 174 

OO.O' *+ 


1 nn 

I .UU 


R2 Qn 


1669 


CD2 


LEU 


712 


14 771 


fi 5R1 

O.OO 1 


R4 R1 ft 

Ot.O 1 o 


1 nn 

I .UU 


Rn 2R 


1670 


c 


LEU 

i_ w 


712 
/ o^ 


14 R41 


1 10R 

O. 1 I/O 


RR QQ7 


1 nn 

I .UU 


Rn 27 


1671 


o 


LEU 


712 


11 fi4ft 


2 Q22 


RR 774 

oo. / / *T 


1 nn 

I .UU 


R1 7Q 


1672 

1 III L 


N 


1 EU 


711 


15 fi71 

OJ.Oi O 


2 14ft 


fiT QQQ 


1 nn 

I .UU 


Rft 10 

OO. f £l 


1671 


CA 


1 EU 


711 




0 770 
yj.f/u 


R7 R1 2 


1 nn 

I .UU 


Rn RI 
DU.oo 


1 674 


CB 


[ EU 


711 


Ifi 17fi 
op. o / o 


-0 1 R1 

O. 1 OO 


R7 QRQ 


1 nn 

! .UU 


Rn ft5 
OU.OO 


1675 

1 U / O 


CG 


1 EU 
i— ^ u 


711 


17 0ft7 
o / .wo / 


-0 7Qft 


RR 7ft9 

OO. / Ofc 


1 nn 

I .UU 


5R ftl 
oo.oo 


1676 


CD1 


LEU 


711 
/ oo 


1ft 144 


-1 474 


R7 2RR 


1 nn 

I .UU 


RI RR 
oo.oo 


1677 


CD2 


LEU 


711 
1 oo 


16 1 5Q 

OO. 1 Ox7 


-1 7ftfi 
I . / oo 


RR Oftl 
oo.uoo 


1 nn 

I .UU 


5R nQ 


1678 

1 O 1 U 


c 


LEU 


711 
/ oo 


14 1 58 
o*+. 1 OO 


0 Rfil 1 
o.ooo 


Rft RQR 


1 nn 

1 .UU 


Rn 11 

OU. I I 


1679 


o 


LEU 
i— i— \j 


713 

/ oo 


11 092 

OO . W v7 £- 


0 OQfl 


Rft 45ft 
oo.too 


1 nn 

1 .UU 


fin 2n 

ou.^u 


1680 


N 


ASN 


734 


14 45R 

0*t.*tOO 


1 1Q2 


RQ ftftl 
UC7.000 


1 nn 

\ .UU 


R4 ftft 

OH.OO 


1681 


CA 


ASN 


734 


11 501 


1 148 


70 QRR 


1 00 I 

1 .UU 


Rn R7 
ou.o / 


1682 


CB 


ASN 


714 

/ 0*T 


11 fl74 

OO.O f t 


2 1 10 


72 OQQ 


1 no 

1 .UU 


R4 42 


1683 


CG 


ASN 


734 

/ Wt 


35 076 

OO.O / o 


1 681 


72 8QR 


1 00 


fin ft5 


1684 


OD1 


ASN 


734 
/ o*t 


15 4QQ 

OO. *T<7<7 


0 526 


72 ft17 


1 on 

I .UU 


fin 2n 


1685 


ND2 


ASN 


714 

/ 0*T 


15 627 


2 597 


71 fiftfi 
/ o.ooo 


1 00 

1 .UU 


fi2 n4 


1686 


C 


ASN 


734 


32.157 


1.544 


70 455 


1 00 


59 98 


1687 


0 


ASN 


734 


31.209 


0.755 


70.478 


1.00 


59.10 


1688 


N 


TYR 


735 


32.085 


2.778 


69.969 


1.00 


61.85 


1689 


CA 


TYR 


735 


30.844 


3.294 


69.421 


1.00 


63.27 


1690 


CB 


TYR 


735 


31.075 


4.640 


68.743 


1.00 


60.68 


1691 


CG 


TYR 


735 


29.867 


5.515 


68.853 


1.00 


62.56 


1692 


CD1 


TYR 


735 


28.777 


5.328 


67.975 


1.00 


60.84 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Ml VJM 


ATTMVJI TVDC 
Al UM 1 Yrt 


nbblUUb 


# 


A 


v 

Y 


7 

dL 


D 

B 


Al OM 


5 


1 7Qn 
I / oO 


Oo2 


Tun 

1 MM 


739 


OK 1 QO 

^0. 1 so 


1 onn 


CO AAA 

bb.444 


A on 

1 .00 


OO O A 

62.24 




1 7*31 


O 


TUD 

I MM 


73y 


20.330 


n Qon 

-o.yoy 


cd noc 
b8.085 


a no 
1 .00 


OO CO 

62.53 




1 /32 


U 


1 HH 


ion 

739 


O/l 4 OO 

24.122 


■i i n7 
-1 .10/ 


07 ono 

67.898 


A OO 

1 .00 


oo oc 

60.85 


10 


4 700 

1 /do 


N 


PHE 


t a o 

740 


26.221 


■* ono 
-1 .906 


67.784 


A OO 

1 .00 


O -1 oc 

61 .25 




4 70 /I 

1/34 


OA 


PMb 


740 


25.859 


O -i OT 

-3.197 


O^ O A C 

67.215 


A OO 

1 .00 


59.86 




1 735 


OB 


PHb 


T >l O 

740 


07 4 4 f\ 

27.11 0 


O OCA 

-3.854 


0£> O A A 

66.641 


4 OO 

1 .00 


oo oo 

60.28 


15 


4 70C 

l /3b 


Ota 


DUC 

PHb 


~f Af\ 

740 


OO 007 

26.937 


c on < 

-5.301 


OO O A A 

66.311 


4 OO 

1 .00 


oo oo 

63.82 


4 707 

1 737 


OUT 


PHb 


7 a o 

740 


OO A O /I 

2o.434 


c ooo 

-5.690 


OC A7ft 

65.079 


4 OO 

1 .00 


oo oo 

62.86 




A 70Q 

1 MO 


OU2 


ni ir 

PHb 


740 


07 007 

. 27.297 


O 070 

-6.278 


07 OOO 

67.236 


A OO 

1 .00 


O 4 "74 

61 .71 




4 70Q 


Ob I 


PHb 


"7 a n 
740 


oc one 
26.295 


7 A/IO 

-7.042 


O A 7CO 

64.763 


A OO 

1 .00 


en oo 

60.86 


20 


1 7/1 H 

1 /40 


pro 

Ob2 


PHb 


"7 A A 

740 


07 HOC 

27.155 


7 OOO 

-7.623 


oo noo 
66.938 


A OO 

1 .00 


on oo 
60.83 




1 7/1 4 
1/41 


OZ 


PMb 


~7 Af\ 
/40 


oo coo 
26.663 


O f\-i o 

-8.01 3 


oc ono 
65.696 


4 on 
1 .00 


on 77 

60.77 




1 7 /I O 

I f 42 


o 


duic 
PMb 


/40 


oc onn 
25.200 


a 4 /tn 
-4. 1 40 


OO OOO 

68.238 


4 no 
1 .00 


on 70 
60.76 


25 


4 7/1 O 

1/43 




PHb 


/40 


O A A OO 

24.420 


c noo 
-5.028 


C7 OOO 

b/.866 


4 OO 

1 .00 


OO 70 

60.72 , 


4 7/1 /I 
1 / 44 


M 

In 


1 CI 1 

LbU 


7/1 4 

/41 


oc coo 
25.538 


o noc 
-3.965 


cn c i c 
b9.515 


4 nn 
1 .00 


oo oo 
62.82 




1 7/1 C 
1/45 


OA 


1 CI 1 

LbU 


—f A A 

741 


O A 070 

24.976 


A 7no 

-4.793 


7n CO A 

70.584 


a on 

1 .00 


O 4 CT 

61 .57 




4 7/1 C 

1/46 


pn 

OB 


1 CI 1 

LbU 


"7 A A 

741 


OC OO A 

25.991 


c n h o 

-5.012 


—I A TOO 

71 .708 


A OO 

1 .00 


CO 4 A 

59.14 




1/4/ 


Oo 


1 CI 1 

LbU 


T /I 4 

741 


07 HOT 

27.1 87 


c nn /i 

-5.904 


—f A A r\ A 

71 .404 


4 OO 

1 .00 


CO AO 

62.48 




4 7/1 Q 
1 /48 


OUT 


1 CI 1 

LbU 


~T A 4 
/41 


OD OOO 

28.083 


c nco 
-5.956 


70 007 

72.627 


4 nn 
1 .00 


CO 4 O 

58.1 3 




1 ~7A Q 

i /4y 


OU2 


1 CI 1 

LbU 


7/1 4 
/41 


OO 7AO 

26. /0o 


7 on/i 
-/.294 


—j a OOH 

/l .021 


4 nn 
1 .00 


OO O 4 

60.31 


35 


4 7cn 
1/50 


o 


1 CI 1 

LbU 


7>1 4 

741 


OO 7VA 

23.770 


/I AD7 

-4.087 


71 .165 


4 OO 

1 .00 


OO 4 O 

60.19 


4 7C^ 

1 /5 1 




1 Cl 1 

LbU 


T /I 4 

741 


OO C77 

23.577 


a ncc 
-4.055 


70 oon 
72.389 


4 nn 
1 .00 


CO O A 

59.64 




4 7co 
1 /52 


Nl 

In 


A CD 

AbP 


"7 A O 
/42 


oo ncn 
22.960 


o cno 
-3.508 


7n onn 
70.290 


4 nn 
1 .00 


o 4 no 

61 .92 




4 7CO 
1 /53 


f* A 

OA 


A CD 

AbP 


7/1 O 
/42 


O 4 70(1 

21.789 


O 7fl7 

-2./ 97 


7A TOO 

/0.762 


4 nn 
1 .00 


oo oo 

60.22 


40 


4 ~7CA 

1 /54 


OB 


A CD 

AbP 


"7 A O 
/42 


OO 4 oc 

22.1 85 


i 070 

-1 .3/2 


-7 a a 7n 
/l .1 /9 


4 nn 
1 .00 


O 4 7fl 

61 .70 




I /55 


Oo 


A CD 

AbP 


/42 


OH AOH 

21 .021 


n cno 
-0.598 


7H 7no 
/I ./93 


4 nn 
1 .00 


on oo 

60.82 




1 7CC 

i /Ob 


<JU1 


A CD 

AbP 


7/f O 

/42 


O-i OCQ 

21 .256 


n vi oo 
0.438 


70 A 70 
/2.4Z3 


4 nn 
1 .00 


on 77 
60./ / 


45 


1 7C7 

1 /5/ 


OJU2 


A CD 

AbP 


"7 A O 
/42 


i Q QOO 

1 y.obo 


•i noo 
-1 .028 


71 CQ7 
/l .58/ 


4 nn 
1 .00 


c 4 nn 
bl .09 


1 7CQ 
I /Do 


O 


A CD 
AbP 


7/1 O 

/ 42 


on con 

20. boy 


o 7cn 

-2. /by 


co 74 n 

by./io 


4 nn 
1 .00 


C4 nn 
bl .90 




1 7CQ 

i /oy 




ACD 
AbP 


7/10 
/42 


on con 
20.530 


i 7QO 
-1 ./o2 


CO ooc 

bB.yyb 


1 nn 
1 .00 


C4 OO 

bl. 23 




17fiO 

1 / \J\J 


N 

IN 


1 

Li O 


I tO 


1 Q QO.A 


.O QGA 

O.OD7 


Di7 .XJC-O 


1 nn 


ftO OQ 


50 


1761 


CA 


LYS 


743 


18.833 


-3.975 


68.664 


1.00 


62.18 




1762 


CB 


LYS 


743 


18.045 


-5.273 


68.888 


1.00 


63.55 




1763 


CG 


LYS 


743 


1 8.054 


-6.243 


67.705 


1.00 


62.77 


55 


1764 


CD 


LYS 


743 


17.301 


-5.691 


66.489 


1.00 


59.38 




1765 


CE 


LYS 


743 


17.291 


-6.724 


65.349 


1.00 


62.80 




1766 


NZ 


LYS 


743 


16.446 


-6.335 


64.166 


1.00 


57.45 
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TABLE 3 (continued) 



— 1 ATOM TYPE | RESIDUE 1 # x I Y 1 . 1 1 

LYS 



ATOM 
1767 
1768 
1769 
1770 



1771 
1772 
1773 
1774 



1775 
1776 
1777 
1778 



1779 



1780 



1781 



1782 
1783 
1784 



1785 
1786 



1787 
1788 
1789 
1790 



1791 



1792 
1793 
1794 
1795 
1796 
1797 
1798 
1799 
1800 
1801 
1802 
1803 



N 
CA 



CB 
OG1 
CG2 



O 
N 



CA 
CB 



CG 
SD 



CE 



N 



CA 
CB 



OG 



N 



CA 



CB 
CG2 
CG1 
CD1 



LYS 

THR 

THR 



THR 
THR 
THR 



THR 



THR 
MET 
MET 



MET 



MET 
MET 



MET 
MET 
MET 
SER 



SER 
SER 



SER 
SER 
SER 

Ile 



ILE 



N 

CA 
CB 
CG 
CD 
OE1 



ILE 

Ile 

ile 
"ile 
Ile 

ile 

GLU 
GLU 
GLU 
GLU 
GLU 
GLU 



743 
743 
744 
744 
744 
744 
744 
744 



744 
745 
745 
745 



745 
745 



745 
745 
745 
746 



746 
746 
746 
746 
746 
747 



747 



747 
747 
747 
747 
747 
747 
748 
748 
748 
748 
748 
748 



17.899 -2.786 68.822 
1 7.407 -2.248 I 67.833 



1.00 
1.00 



17.669 
16.808 



-2.383 



70.069 1.00 



.1 .247 | 70. 400 I 1.00 
17 .148 I -0.715 71.802 1.00 



.1.817 72.719 1-00 



17.199 
16.112 

16.913 I -0.077 I 69.411 I 1-00 



0.308 



72.265 1.00 



15.913 I 0.580 69.118 1.00 
18 .117 ^184 68.903 1.00 



18.322 



1.282 | 67.961 1.00 



19.703 1.909 I 68.158 1.00 



20.029 2.189 69.614 1.00 



21.418 



3.324 



69.877 1.00 



20.934 I 4.087 71.538 1-00 



18.175 



0.824 



66.517 1.00 



18.382 1.60 5 I 65.585 1-00 
17.817 -0.442 66.334 1.00 



17.624 I -1. 000 64.996 1.00 
16.169 -0786 | 64.541 | 1.00 
15.252 I -1.368 



65.455 1.00 



18.592 -0.429 T63.940 1-00 



18.176 I 0.027 62.867 1-00 
-0.432 64.269 1.00 



19.882 



20.905 



0.022 



63.342 



22.021 0.814 64.054 



23.241 
21.499 



0.930 
2.205 



1.00 



22.576 3.198 



21.465 

22.169 

21.125 

21.541 

20.497 

20.877 

19.678 

19.013 



-1 .260 
-2.011 
-1 .507 
-2.711 
-3.038 
-4.168 
-4.723 
-3.932 



63.145 

64.426 

64.804 

62.749 

63.419 

61 .491 

60.787 

59.709 

58.756 

57.973 

57.262 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



62.93 
58.22 



61.23 
61.48 



63.18 



59.84 



60.98 



59.67 



64.20 
61.36 



62.05 



63.01 



61.21 
62.14 



61.78 
59.56 
62.58 



59.78 



58.09 



58.34 
63.83 



59.09 



61.57 



62.10 
61.22 



63.05 
64.60 
61.38 
63.35 
62.54 
60.09 
60.25 
60.97 
63.45 
60.81 
59.13 
62.39 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al KJWl 


ATAM TVDC 
Al UM I Trt 


HbblUUb 


# 


X 


Y 


T 

z 


B 


ATOM 


5 


1 oU4 


ObZ 


oLU 


"7 AO 

748 


4 F\ A A A 

1 9.406 


r ft r 0 

-5.950 


CO O T O 

58.072 


4 00 
1 .00 


A 4 4 0 

61.13 




•i one 

1 DUO 


O 


GLU 


748 


22.940 


O A F" A 

-2.658 


CO 4 T f~ 

60.175 


4 00 
1.00 


A 4 OO 

61 .28 




•i one 
1 oub 


O 


/N| 1 1 

GLU 


T it o 

748 


00 on 4 

23.391 


4 A 4 A 

-1.616 


r- 0 0 OO 

59.690 


1 .00 


62.62 


10 


4 o at 

1807 


M 

N 


PHb 


749 


OA A AO 

23.622 


0 000 
-3.800 


60.231 


1 .00 


62.73 




1808 


OA 


rnb 


T Vl O 

749 


O >f 0 A A 

24.963 


0 0 f~ 0 
-3.959 


CO cat 

59.667 


4 OO 

1.00 


59.35 




1809 


OB 


nil r~ 

PHb 


t >i o 
749 


OC OT ii 

25.974 


A A O 4 

-4.421 


60.733 


1.00 


59.45 


15 


1 ol 0 


Ota 


our 

rnb 


1 749 


O A O A A 

26.299 


O O A A 

-3.389 


A 4 TrO 

61 .759 


4 OO 

1 .00 


A A T A 

64.74 


■i Q4 4 

loll 


OU1 


our 
rnb 


749 


or O A A 

25.399 


O OOC 

-3.085 


62.770 


4 OO 

1 .00 


59.18 




H Q 4 O 
1 O 1 2 


OD2 


PHb 


T V( A 

749 


OT C 4 A 

27.514 


O "TO 4 

-2.721 


A 4 TO 4 

61 .721 


1 .00 


57.96 




1 OH O 

1 O 1 o 


Ob 1 


ni i r~ 

rnb 


T vl O 

749 


OC -7 A O 

25.708 


0 4 4 o 

-2.119 


co Tin 

63.742 


4 OO 

1 .00 


C 4 CO 

61.52 


20 


1 O I 4 


pro 

Ob2 


Dl_i C 

rnb 


749 


OT OO A 

27.839 


4 7CO 

-1 .753 


CO coc 

62.685 


4 OO 

1 .00 


cc 04 

65.31 




■i 04 c 

1 o 1 b 


oz 


Dl_l t~ 

rnb 


"7 A ft 

749 


O A A A ii 

26.934 


4 A C 4 

-1 .451 


CO A OT 

63.697 


4 A A 

1 .00 


59.87 




4Q 4 A 
181 O 


o 


PHb 


T >1 O 

749 


0 /i oto 
24.872 


C O A O 

-5.048 


CO coo 

58.599 


4 OO 

1 .00 


60.75 


25 


4 Q 4 "7 

lol / 


O 


PHb 


749 


O A f\A"7 

24.047 


C OC 0 

-5.952 


C O "7AC 

58.705 


4 OO 

1 .00 


CO A O 

62.03 


4 Qi O 

lolo 


INI 


PHO 


TC A 

750 


OC 7ftC 

25.705 


A ATA 

-4.970 


CT C CO 

57.550 


4 OO 

1 .00 


C 4 0 0 

61 .23 




■i q 1 n 

io iy 


OU 


PHO 


750 


OO C/IC 

26.645 


O A 4 A 

-3.910 


CT 4 CC 

57.166 


4 O A 

1 .00 


CO O A 

60.04 




1 82U 


OA 


PHO 


-7 r- A 

750 


OC ceo 

25.652 


0 000 
-6.003 


CC C 4 C 

56.516 


4 OO 

1 .00 


C 4 O A 

61.34 




H QOI 
1 821 


OB 


PRO 


"7cn 

750 


O A CO jl 

26.584 


C /tOO 

-5.468 


CC jlOil 

55.434 


4 A A 

1.00 


0 A O A 

64.04 




4 QOO 
1 822 


OCa 


PHO 


750 


OO AAA 

26.608 


yl 0 4 c 

-4.015 


C C C CO 

55.668 


4 A A 

1 .00 


60.17 




1823 


O 


PRO 


750 


O A OjIO 

26.240 


T OOC 

-7.235 


CT 4 TO 

57.172 


4 OO 

1 .00 


CO 0 0 

60.83 


35 


1824 


O 


PRO 


TCO 

750 


OA TO O 

26.788 


7 J iO 

-7.143 


r- »■» OT 4 

58.271 


4 OO 

1 .00 


e* 0 f - 0 

59.53 


1825 


N 


1 1 

GLU 


751 


OA -4 A A 

26.139 


O O O A 

-8.386 


c A r~ 00 

56.523 


4 OO 

1 .00 


60.43 




1 8Zo 


OA 


GLU 


751 


OA ~7 4 A 

26.719 


O CTO 

-9.572 


CT 4 O O 

57.122 


4 OO 

1 .00 


A 4 OO 

61 .33 




4 Q07 

1827 


OB 


GLU 


TC4 

751 


OA OCA 

26.350 


4 0 O O A 

-10.834 


C C 0 4 4 

56.311 


4 OO 

1 .00 


AO OO 

62.90 


40 


1828 


Oo 


i 1 1 
oLU 


751 


OC coo 

25.560 


4 0 coo 

-10.608 


CC AAA 

55.002 


4 OO 

1 .00 


AO C 4 

60.51 




1 82» 


OU 




7c 4 

751 


OC A OC 

26.436 


4 n 4 a 0 

-10.142 


CO OOT 

53.837 


4 OO 

1 .00 


CT O A 

57.86 




1 830 


Ocl 


Al 1 1 

GLU | 


TC i 

751 


07 A O A 

27.420 


40 a a a 

-10.844 


CO C 4 O 

53.519 


4 OO 

1 .00 


CO OT 

60.97 


45 


1 ool 


nco 
ObZ 


oLU 


751 


OC 4 OO 

26.1 38 


ft AO A 

-9.084 


CO O Af\ 

53.240 


4 OA 

1 .00 


CO 4 C 

59.16 


1 ooZ 


O 


a i i i 
oLU 


751 


OO occ 

28.255 


0 oon 
-9.389 


CT O 4 O 

57.219 


4 00 

1 .00 


CO >t 0 

58.48 




4 QOO 

1833 


o 


a i 1 1 
GLU 


751 


OO OCA 

28.850 


ft CO 4 

-9.561 


CO ooo 

58.292 


4 OO 

1 .00 


CO A T 

59.47 






M 

IN 


MPT 




09. AQ1 


-Q nnA 


1 1 c; 

3D. I I 3 


1 nn 


O4.t0 


50 


1835 


CA 


MET 


752 


30.336 


-8.808 


56.109 


1.00 


61.15 




1836 


CB 


MET 


752 


30.777 


-8.060 


54.857 


1.00 


63.84 




1837 


CG 


MET 


752 


32.255 


-7.666 


54.898 


1.00 


64.44 


55 


1838 


SD 


MET 


752 


33.383 


-9.076 


55.043 


1.00 


67.15 




1839 


CE 


MET 


752 


33.649 


-9.386 


53.307 


1.00 


59.96 




1840 


C 


MET 


752 


30.884 


-8.072 


57.323 


1.00 


62.38 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TVPP 
Ml VJIVI 1 T r C 


ncoiUUC 


u 
n 


v 
A 


v 

T 


7 


D 
D 


Ml vJlvl 


5 


1 R7R 
I Of O 


p 


II P 
ILC 


7C7 
/ O/ 


OO OQA 


-A DRQ 

-o.uoy 


RC A7Q 

oo.o/y 


1 nn 
1 .UU 


en 7R 
OU./O 




1 A7Q 
I Of y 




II P 
ILC 


7C7 
/ O/ 


oo Qon 
o^.yyu 


-A m r 
-o.u I o 


RR A on 

oo.oyu 


1 nn 
1 .UU 


Rn OA t 

ou.yo 




I OOU 


M 
IN 


I nn 


7CA 
/OO 


11 1QR 

o i .oyo 


-\3.\Jdd 


RC RRn 

oo.oou 


1 nn 

1 .UU 


CQ 70 

oy./<; 


10 


I OO I 


PA 


TUD 

1 nn 


/ oo 


01 1 QA 

ol. 1 04 


- I U. 1 U4 


bo.bUo 


1 nn 
1 .UU 


C1 01 
01 .d\ 




1 AA9 




TWO 

1 fin 


/Oo 


on ooz 


11 141 
-11 .141 


RR m 7 

00. Ui / 


1 nn 

1 .UU 


CQ CO 
DO. bo 




1 AAQ 


p»pi 


TUD 

I nn 


7CA 

/Oo 


0.n ORn 
oU.tiOU 


11 noA 
-11 .U^O 


CA CQO 

o4.oy^ 


1 nn 
1 .UU 


cn QQ 
bU.oo 


15 


1 AAA 
I 004 


ppo 


i nn 


VCD 

/Oo 


OA 7QO 
do. i\3d 


1 n ooc 


RR C07 
OO.Odf 


1 Art 
1 .UU 


cn 7c 

bU./o 


1 aac 


L* 


TWO 

I nn 


/OO 


OO CZn 
o<£.04U 


1 n 77r» 
-1 KJ.f /U 


RR AAC 
OO.OOO 


1 nn 
1 .UU 


C1 CO 

b i .oo 




1 AAA 
I OOO 


LJ 


TWO 

1 nn 


/Oo 


OO 1C7 
OO. 10/ 


1 n c/io 
-1 U.04y 


R7 QOR 

of .y^o 


1 nn 

1 .UU 


C1 / / 
bl .44 




1 AA7 
I OO/ 


M 
IN 


ACM 
MO IN 


/oy 


OO Q7Q 

od.xyf y 


1 1 C70 
-1 1 .Did 


RC OOA 

oo.y^4 


1 nn 
1 .UU 


ro nz 
O^.U4 


du 


1 AAA 
I OOO 


PA 


ACM 

MO IN 


7CQ 

/ oy 


oz ozn 

o4.*:4U 


1 o one 
-l ^.oUO 


CC ORC 

oo.yoo 


1 nn 
1 .UU 


cn ca 
OU.OO 




1 AAQ 


PR 


A CM 

MOIN 


7CQ 

/oy 


Oil ZOR 
04.4^b 


1 o nm 
-1 o.UUl 


Q.A ROO 
04.0<iO 


1 nn 
1 .UU 


cn cz 
OU.04 




1 AQO 
l oyu 


PP 


A CM 
MOIN 


7CQ 

/oy 


OO 040 


1 O 77/1 
-Id.f /4 


RO RAO 

oo.ooy 


1 nn 
1 .UU 


cn nR 
ou.uo 


25 


1 AQ1 

i oy i 


UU I 


ACM 

MOIN 


7CO 

/ oy 


OO CQ1 


1 1 700 

-11 ./*io 


RO 70R 

bo./oO 


1 nn 
1 .UU 


CO 07 


1 AQ9 

i oy^ 


Nino 

INU^ 


ACM 

MOIN 


7CQ 

/ oy 


OO Q7fl 
Od.zl f 0 


1 O 7/17 
-10./4/ 


RO AOC 
Od.OdD 


1 nn 
l .UU 


CQ Q7 

oy.y / 




1 AQQ 

i oyo 




ACM 
MOIN 


7CQ 

/oy 


OD.4 /U 


11 /OO 
-ll.4o^ 


CC OAO 

ob.^4y 


1 nn 
1 .UU 


co no 

oy.uo 




1 AQZ 

i oy*t 


L/ 


ACM 

MOIN 


7CQ 

/ oy 


OR nc^ 
00.004 


11 71 n 
-11 ./l U 


RC 70/ 
00. / o4 


1 nn 
1 .UU 


co no 
Oo.U^ 




1 AQC 

i oyo 


M 
IN 


PI M 
OLIN 


/ ou 


OC OAO 
OO.dOd 


1 n OAA 
-1 U.OOO 


R7 nco 

0/ .uoy 


1 nn 
1 .UU 


Rn z o 
0U.4O 




1 AQR 

i oyo 


PA 
L*M 


PI M 


/ ou 


no OOft 
OO.OOO 


-y.44^ 


R7 /OQ 
0/ .4oO 


1 nn 
1 .UU 


R1 Z O 
01 .4o 




1 AQ7 

i oy / 


PR 


PI M 
O LIN 


7Rn 
/ ou 


QR eon 


A A/1R 
-0.440 


rr ono 
00. oU*: 


1 nn 
1 .uu 


CR QA 

oo. yo 


35 


1 AQA 

i oyo 


PP. 


PI M 
OLIN 


7Rn 
/OU 


07 /lylC 
Of .440 


A QRR 

-o.yoo 


RC 1 01 

00.1 <il 


1 nn 
1 .UU 


R1 01 
bl .or 


1 AQQ 

i oyy 


pn 
uu 


PI M 


/ ou 


OA AOQ 

oo.ooy 


Q AAR 
-y.440 


CC C1 A 
00.01 4 


1 nn 
1 .UU 


RO QQ 

Oo.Oo 




i yuu 


PP1 

UC I 


PI M 
OLIN 


7Rn 

/ OU 


OQ AAC 

oy.440 


A QAQ 

-o.y4y 


RR /CO 
00.40o 


1 on 

1 .UU 


CQ ZO 

oy.4o 




i yu i 


IN C.d 


PI M 
OLIN 


/ DU 


QQ QCA 

oy.ooo 


1 n /ino 

-i u.4uy 


R4 7RO 

o4./oy 


1 nn 

1 .UU 


RO QR 

o^.yo 


40 




L* 


PI M 


/ ou 


oc Acn 
oo.oou 


A RCQ 

-o.ooy 


RA RC1 
OO.OOl 


1 nn 
1 .uu 


CQ 01 

oy.oi 




1 Qno. 
i yuo 




PI M 
OLIN 


7Rn 
/ ou 


OR ROC 
OO.OiiO 


A OCQ 
-O.oOo 


RQ CRO 

oy.ooo 


1 nn 
1 .uu 


CQ QA 

oy.oo 




1Q0/1 

t yu*f 


M 
IN 


II P 
ILC 


7R1 
/ O I 


OA CAR 
04.040 


A 071 

-O.o/ 1 


RA R/O 

oo.04y 


1 nn 
l .uu 


ri nA 
bi .uo 


45 


1 QOC 

i yuo 


PA 


II P 


7R1 
/ 01 


I'S AR1 
OO. OO 1 


7 RHR 

-/ .ouo 


RQ 7f\A 

oy./ U4 


1 nn 
1 .UU 


rz zn 

b4.4U 


i yuo 


PR 
vD 


II C 
ILC 


7R1 
/ O I 


OO O.A A 
Od.O 1 0 


7 CAO 
-/ .00ii 


RQ /RQ 

oy.4oy 


1 nn 

1 .uu 


Rn 77 
OU./ / 




i yu / 


PP9 


II P 
ILC 


7R1 
/ O I 


7CQ 

o i . / oy 


A QA1 

-o.yoo 


RQ C7C 

oy.o/o 


I .uu 


R1 ZR 
0 I .40 




1Q0R 




II P 


7R1 


O 1 . v*io 


-R RRR 

O.DOD 


7n snn 


1 nn 


R1 RR 


50 


1909 


CD1 


ILE 


761 


30.115 


-6.703 


70.390 


1.00 


62.34 




1910 


C 


ILE 


761 


34.111 


-8.077 


71.139 


1.00 


63.06 




1911 


0 


ILE 


761 


33.900 


-7.317 


72.087 


1.00 


60.11 


55 


1912 


N 


PRO 


762 


34.543 


-9.338 


71.319 


1.00 


58.19 




1913 


CD 


PRO 


762 


34.581 


-10.454 


70.353 


1.00 


61.52 




1914 


CA 


PRO 


762 


34.800 


-9.840 


72.670 


1.00 


60.05 
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USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y I 


z i 


o 


ATOM 


1915 


ci 


PRO 


762 


34.71 8 


-11.350 I 


72.482 


^ fin I 
1 .UU 


fin 47 : 


1916 


CG 


PRO 


762 


35.309 


-11.528 I 


71.122 


-\ aa I 


fi2 98 


1917 


C 


PRO 


762 


36.160 


-9.419 [ 


73.230 


l .UU 


5Q 07 

0>7.Vs' | 


1918 


O 


PRO 


762 


36.257 


-8.697 \ 


74.232 


A AA 
1 .UU 


fi1 15 

59 41 I 


1919 | 


N 


LYS 


763 


37.203 


-9.887 | 


72.558 


1 .UU 




1920 [~ 


CA 


LYS 


763 


38.580 


-9.637 | 


72.960 


•i aa \ 
1 .UU j 


fi1 27 


1921 I 


CB 


LYS 


763 


39.424 


-10.882 f 


72.594 


a nA 1 

1 .UU 


R1 fifi 


1922 J 


CG 


LYS 


763 


40.926 


-10.651 I 


72.347 


■i aa 
1 .UU 


RP 08 


1923 I 


CD 


LYS 


763 


41.206 


-9.910 [ 


71.025 


1 .UU 


5R QQ 


1924 J 


CE 


LYS 


763 


40.834 


-10.723 I 


69.776 


a r\r\ 
1 .UU 


fiO 53 


I 1925 I 


NZ 


LYS 


763 


39.378 


-11.026 I 


69.623 


1 .UU 1 




J 1926 I 


C 


LYS 


763 


39.256 


-8.359 f 


72.438 


1 .UU 


fi°. m 

CO 4.Q 1 


I 1927 I 


O 


LYS 


763 


40.164 


-7.846 J 


73.086 


1 .ou 


Do. H-O 


J 1928 | 


N 


TYR 


764 


38.820 


-7.847 


71.289 


a n A I 

1 .00 j 


DH . / O 


I 1929 | 


CA 


TYR 


764 


39.428 


-6.653 


70.673 


H AA I 

1 .UU 




| 1930 | 


CB I 


TYR 


764 


38.399 


-5.865 


69.876 


a AA 

1 .UU 


Dt.DO j 
1 fi I 


I 1931 


CG 


TYR 


764 


38.901 


-5.590 


68.486 


^ aa 

1 .ou 




| 1932 


CD1 


TYR 


764 


38.708 


-6.516 


67.467 


1 .00 


Qfi 


I 1933 


| CE1 


TYR 


764 


39.190 


-6.287 


66.180 


1 .UU 


fii ^n 


1934 


CD2 


TYR 


764 


39.600 


-4.422 


68.192 


i AA 

1 .UU 


R1 22 i 


I 1935 


| ci2 " 


TYR 


764 


40.092 


-4.183 


66.902 


A AA 

1 .00 


D I .oD 


1936 


CZ 


] TYR 


764 


39.876 


-5.118 


65.901 


1 1 .UU 


| 59 50 
1 fi9 7R 1 


1937 


I OH 


1 TYR 


764 


40.304 


-4.863 


64.612 


1 .UU 




I 1938 


I C 


1 TYR 


764 


40.204 


-5.654 


71.535 


! 4 AA 

I I .UU 


R1 Qfi 

i ri n4 


I 1939 


I 0 


TYR 


764 


41.310 


-5.963 


72.003 


1 H AA 

1 1 .UU 


1 fin 29 1 


I 1940 


N 


1 SER 


T^65 


39.653 


-4.443 


71.701 


-\ AA 

1 .UU 


1 DU-tC 1 

1 fii n^ 


1941 


| CA 


SER 


765 


40.324 


-3.419 


72.519 


A f\(\ 

1 .00 


D l .UO | 


1942 


| CB 


SER 


765 


39.780 


-1.999 


72.208 


A f\f\ 

\ 1 .00 

I 1 AA 


c;7 4.n I 

Of .Hu | 

I 5Q 00 


p1943 


I OG 


1 SER 


765 


38.359 


-1 .934 


72.144 


I I .UU 




1 1944 


I C 


SER 


765 


40.207 


-3.760 


74.016 


H AA 

1 .UU 


1 Rn 


1945 


I 0 


SER 


765 


39.574 


-3.046 


"7/1 QflQ 

/4.ouy 


1 nn 


\ 60.59 


1946 


I N 


1 ASN 


766 


40.833 


-4.884 


74.371 


1.00 


59.36 
"1 63.02 


M947 


CA 


ASN 


766 


40.867 


-5.404 


75.738 


1.00 




1948 


1 CB 


| ASN 


766 


40.390 


-6.867 


75.745 


1.00 


j 59.32 
"I 61.45 


1949 


1 CG 


~1 ASN 


766 


38.959 


-7.018 


75.239 


1.00 




I 1950 


1 OD1 


~j ASN 


766 


~ 38.593 


-6.456 


74.197 


1.00 


| 60.60 


1951 


ND2 


ASN 


766 


38.145 


-7.782 


75.971 


1.00 


64.82 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




A I \JWi 


ATOM TVDC 
Ml UM 1 Y rt 


HbolUUt 


# 


X 


v 
Y 


z 


B 


ATOM 


5 




O 


A OKI 

ASN 


—9 r\ s\ 

766 


42.301 


c one 
-5.305 


76.311 


A OO 

1 .00 


CO TC 

62.76 




1953 


r\ 
U 


A OKI 

ASN 


tcc 

766 


42.503 


a oon 
-4.889 


1 F A OO 

77.469 


A OO 

1.00 


CO CO 

60.59 




1954 


Kl 

N 


GLY 


T C ~7 

767 


A O OO 4 

43.281 


C C70 

-5.673 


75.478 


1 .00 


CO A A 

59.11 


10 


1955 


OA 


GLY 


767 


A A POft 

44.689 


c ceo 

-5.653 


TC OOO 

75.860 


A OO 

1.00 


fro 0 A 

59.91 




a ncc 
1956 


O 


GLY 


tot 
767 


A C 

45.366 


C OCT 

-6.867 


TC OOO 

75.232 


4 OO 

1.00 


C A TC 

61 .75 




4 OCT 

1957 


O 


GLY 


tct 
767 


AO COO 

46.588 


C O 4 O 

-6.912 


TC O A 4 

75.041 


A OO 

1.00 


C A A T 

61.17 


15 


4 ftCO 

1958 


N 


A OKI 

ASN 


TOO 

768 


A A MO 

44.532 


"7 O A C 

-7.846 


T A O OT 

74.887 


A OO 

1 .00 


CO 00 

62.80 


1959 


OA 


A OKI 

ASN 


768 


A A A A O 

44.942 


0 4 00 

-9.109 


T A OTO 

74.276 


1 .00 


CO AC 

62.46 




I960 


CB 


A OKI 

ASN 


TOO 

768 


A O "74 T 

43.717 


4 r\ 000 

-10.032 


T A O A O 

74.246 


A OO 

1.00 


CO TO 

59.72 




1961 


CG 


A OKI 

ASN 


768 


A r> TO O 

42.798 


O OOO 

-9.832 


TC A CT 

75.467 


A OO 

1 .00 


CO A O 

60.42 


20 


1962 


OD1 


A O Kl 

ASN 


768 


A -4 cm 

41 .697 


HO A O A 

-10.404 


TC COO 

75.538 


' A OO 

1 .00 


CO OO 

59.89 




l9o3 


KIP\0 

NU2 


A O Kl 

AbN 


768 


AO O A O 

43.248 


0 000 

-9.020 


TO A OT 

76.427 


A OO 

1 .00 


CO A C 

63.45 




1964 


O 


A OKI 

AbN 


768 


AC C A O 

45.543 


O O A O 

-8.940 


TO O CC 

72.855 


4 OO 

1 .00 


CO 4 O 

63.10 


25 


1965 




A OKI 

AbN 


768 


46.095 


O OOO 

-9.882 


TO OOO 

72.282 


A OO 

1 .00 


CO OO 

62.80 


4 nee 
1966 


N 


ILL 


TOO 

769 


AC A 4 O 

45.41 8 


T —1 A A 

-7.744 


TO OO A 

72.284 


A OO 

1 .00 


co a r\ 

58.10 




1957 


OA 


ILL 


"7CA 

769 


a c no a 
45.984 


-7.464 


TO OCT 

70.967 


A OO 

1 .00 


co a a 

60.18 




1968 


CB 


II tz 

ILE 


TCO 

769 


a c 00c 

45.006 


C T 4 O 

-6.713 


TO OOO 

70.036 


A OO 

1 .00 


C A C A 

61.64 


o(/ 


4 OCO 

1969 


CG2 


ii c 

ILE 


769 


a c rpr\ 

45.569 


/•> too 

-6.703 


CO O A A 

68.614 


4 OO 

1.00 


59.97 




4 OTA 

1 970 


Ool 


1 1 c 
ILE 


Ton 
769 


A O COO 

43.623 


-7.361 


TO OC 4 

70.051 


A OO 

1 .00 


C C C >l 

65.54 




4 OT 4 

1971 


GUI 


it n 
ILE 


769 


A O CO C 

42.605 


-6.626 


CO A TC 

69.175 


A OO 

1 .00 


C C 4 A 

65.14 


35 


1972 


C 


11 T~ 

ILE 


769 


47. 1 92 


-6.544 


~TA A CO 

71 .150 


A OO 

1.00 


CO 4 yl 

59.44 


A ATO 

1973 


O 


ii r~ 

ILE 


—j c r\ 

769 


AT O 4 T 

47.217 


C TO 4 

-5.701 


TO O C O 

72.058 


4 OO 

1.00 


O 4 OT 

61.97 




4 ota 
1974 


Kl 

N 


LYb 


TTA 

770 


48.175 


/-> COO 

-6.692 


TO OCT 

70.267 


A OO 

1 .00 


C 4 CT 

61 .57 




1 975 


CA 


LYS 


770 


A O OO 4 

49.391 


C OOO 

-5.890 


TO O A A 

70.314 


1 .00 


60.09 


40 


•4 r\7e 

1976 


CB 


LYS 


770 


rrt oft4 

50.601 


C 770 

-6.778 


TO OOO 

70.033 


A OO 

1 .00 


C 4 C A 

61 .51 




-1 OTT 

1977 


Co 


1 \/o 

LYS 


TTA 

770 


51.961 


-6.172 


TO OOO 

70.339 


1 .00 


C 4 00 

61 .08 




4 ATQ 


OD 


1 V/ o 

LYS 


TTA 

770 


CO A/1 ^ 

53.041 


—J OO A 

-7.224 


TO OAT 

70.047 


1 .00 


CO A O 

59.40 


45 


4 OTft 

1979 


OE 


i \/o 
LYS 


TTO 

770 


r- A O A A 

54.344 


C OOO 

-6.982 


TO OOH 

70.801 


h rio 

1 .00 


CO 4 C 

62.1 5 


4 oqo 
1 980 


Kl"7 

NZ 


1 \/o 

LYb 


770 


c c 000 

55.339 


O OOO 

-8.089 


TO CO A 

70.604 


A OO 

1 .00 


CO 4 O 

63.19 




1 98 I 


O 


1 vo 
LYb 


tta 

770 


A O OOO 

49.333 


A 77C 

-4.77b 


CO OT7 

o9.277 


a no 

1 .00 


CO OO 

63.90 










f /u 




-o.uo 1 


Aft H71 


1 nn 

1 .uu 


eo 00 
Dc.Uo 


50 


1983 


N 


LYS 


771 


49.161 


-3.545 


69.754 


1.00 


59.06 




1984 


CA 


LYS 


771 


49.103 


-2.376 


68.884 


1.00 


61.08 




1985 


CB 


LYS 


771 


48.386 


-1.212 


69.589 


1.00 


63.15 


55 


1986 


CG 


LYS 


771 


49.188 


-0.525 


70.712 


1.00 


63.84 


1987 


CD 


LYS 


771 


48.443 


0.681 


71 .308 


1.00 


63.12 




1988 


CE 


LYS 


771 


49.384 


1.588 


72.100 


1.00 


59.83 
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TABLE 3 (continued) 



ATOM 
1989 
1990 
1991 
1992 



ATOM TYPE RESIDUE 



1995 



1997 
1998 
1999 
2000 
2001 



2002 



2003 
2004 
2005 
2006 



2007 
2008 



2009 



2010 



2011 
2012 



2013 



2014 



2015 
2016 
2017 



2018 



2019 



2020 



2021 



2022 



2023 



2024 



2025 



NZ 



N 



CA 
CB 
CG 
"CDI 
CD2 



N 



CA 



CB 



CG 
CD1 
CD2 



N 



CA 



CB 



CG 
CD1 



CD2 



CE1 



CE2 
CZ 



N 



CA 



CB 



CG 



CD2 
ND1 



CE1 



LYS 
LYS 
LYS 
LEU 



# 
771 
771 
771 
772 



LEU 
LEU 
LEU 

liu 

LEU 
LEU 



772 

772 

772 

772 

772 

772 



LEU 
LEU 



772 
773 



LEU 



773 



LEU 



773 



LEU 
LEU 
LEU 

liu 



LEU 



PHE 



PHE 



773 
773 
773 
773 



773 
774 



PHE 
PHE 
PHE 
PHE 



PHE 



774 
774 
774 
774 
774 



774 



PHE 
PHE 
PHE 



774 
774 
774 



PHE 



HIS 



HIS 



HIS 



774 



775 



775 



HIS 



HIS 
HIS 



HIS 



775 



775 



775 
775 



775 



48.821 
50.532 
51 .276 



Y 



50.928 



52.285 
52.629 
52.781 
52.780 
54.071 



2.970 
•1 .976 
-1.561 
-2.120 



72.186 
68.550 



69.430 
67.290 



-1 .756 
-2.368 



66.890 
65.533 



-3.885 I 65.492 



-4.346 
-4.295 



64.046 



66.203 



1.00 
1.00 



1.00 
1.00 



60.16 
60.42 



62.03 
60.80 



1.00 
1.00 
1.00 
1.00 



58.97 
62.77 
63.82 
62.61 



1.00 



52.405 -0.243 | 66.812 1.00 



63.11 
61.57 



51.513 I 0.428 66.289 1.00 
53.499 0296 67.341 1.00 



60.62 



53.704 



1<7 34 67.317 1.00 



59.76 
60.00 



53.602 2.320 68.725 1.00 



52.221 
52.290 



2.321 69.380 1.00 



59.66 
62.80 



2.999 | 70.729 1.00 



61.23 



51.233 I 3.053 68.490 1.00 



65.68 



55.051 



2.094 



66.727 1.00 



62.80 



55.911 I 1-234 66.517 1.00 
55 . 21 9 3^382 66.456 1.00 



61.81 



56.451 

56.128 

55.889 

56.936 

54.621 



3.917 



65.897 1.00 



60.94 
61.49 



4.864 |64.743 1-00 



63.45 



4.169 63.451 1.00 



61.20 



3.532 62.802 1.00 



63.76 



4.105 



62.902 



56.727 I 2.838 61.627 



1.00 



61.89 



1.00 



56.93 



54.395 3.409 61.720 
55.451 1 2J73 T^LOsT 



57.175 



4.681 



66.984 



58.400 4.702 



67.046 



56.384 5.301 



67.849 



56.905 I 6.104 68.934 



56.466 7.558 



68.730 



56.898 8.120 67.417 



56.188 I 8.565 



66.356 
67.047 



58.223 8.191 
58.313 8.652 I 65.813 



1.00 



1.00 



59.92 
62.56 



1.00 



60.20 



1.00 



60.03 



1.00 



62.48 



1.00 



64.64 



1.00 



61.69 



1.00 



59.70 



1.00 
1.00 
1.00 



62.49 
60.30 
59.19 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Ml wIVl 


ATOM TVDC 
Ml UM 1 Y rt 


dcoihi ic 
nbblUUt 


it 
# 


v 

A 


v 
Y 




B 


ATOM 


5 






nlo 


775 


C7 AQO 

5/ .oy2 


Q QQC 

O.OOO 


CC 0"7A 

b5.370 


A OO 

1 .00 


CO A A 

59.04 






Lf 


nib 


775 


5b.42o 


C CQfi 


70.277 


A OA 

1 .00 


O A CO 

64.58 




2U2o 




II 1 0 

nlo 


TTC 

775 


rr OAA 

55.390 


A A/I O 

4.y4o 


TTO T70 

70.373 


A OO 

1 .00 


CO OA 

58.66 


10 


202y 


M 

N 


/~1 1 IlI 

GLN 


776 


CT OAO 

57.203 


c one 

5.895 


7J nji 

71 .311 


1 .00 


60.50 




2030 


OA 


GLN 


TTO 

776 


56.864 


c coo 

5.502 


TO AAA 

72.669 


1 .00 


A A A A 

61.43 




oooh 

2031 




GLN 


Tig 

776 


58. 1 54 


C O A O 

5.293 


73.457 


4 OA 

1.00 


59.86 


15 


2032 




^ i k i 
GLN 


' 7 V A 

776 


CO OO 4 

59.281 


O n jo 

6.243 


TO A Jl O 

73.042 


1 .00 


57.49 


2033 




GLN 


776 


^0 at a 

60.679 


5.638 


TO A A A 

73.241 


H OA 

1 .00 


rt /% rt 

60.53 




2034 


! Obi 


GLN 


WO 

776 


0 4 OA A 

61.696 


6.265 


TO OHO 

72.919 


A AA 

1 .00 


rt <nt rt*^ 

61.97 




oooc 
2035 


KICO 

Nb2 


O 1 M 

GLN 


tto 
776 


ao 7on 

60.730 


4.412 


TO TTO 

73.772 


1 .00 


00 00 
60.63 


20 


203b 




GLN 


-7-7/^ 
776 


55.993 


6.583 


TO OOC 

73.335 


1 .00 


OA A A 

60.06 




2037 


u 


f^l KI 

GLN 


"7*7 O 

776 


rA OOO 

56.09b 


T "TO C 

7.765 


TO OHO 

72.919 


H OO 

1 .00 


OH OA 

61 .84 




oaoq 
2U3o 


AVT 

OA 1 


1 KI 

GLN 


776 


c c 04 0 

55.219 


0 000 
6.239 


-7 yl OOO 

74.268 


H A A 

1 .00 


O A T/l 

60.74 


25 


2Uoy 


tb 


A| 1 1 

GLU 


741 


oc 000 

35.922 


-16.424 


OC A OO 

65.488 


A OO 

1 .00 


CO OO 

58.89 


or\A a 
2U40 




A| 1 1 

GLU 


741 


36.766 


H "7 A70 

-17.078 


O/l OOO 

64.386 


A OO 

1 .00 


OT TO 

67.76 




OA/i h 
2041 


GD 


GLU 


-T yl 4 

741 


OO H /I /I 

38.144 


-16.463 


C A OTT 

64.277 


A OO 

1 .00 


OA O A 

60.66 




OA /I O 

2042 


Ubl 


GLU 


741 


38.838 


-16.698 


/-> 0 OCO 

63.252 


A OO 

1 .00 


CO A A 

59.66 




OA/i o 
2043 


Ub2 


GLU 


741 


OO CO /I 

38.524 


-15.741 


OOO 

65.233 


H A A 

1 .00 


O H OT 

61.27 




OA/1 /I 

2044 


G 


GLU 


"7 /t 4 

741 


OO OOO 

33.996 


HO OCA 

-16.854 


O/l OO /I 

64.024 


H OO 

1 .00 


OH OO 

61 .38 




2045 


U 


i 1 1 

GLU 


"7 yi -i 

741 


00 a 0 h 

33.681 


a r~ 0 A O 

-15.808 


63.464 


A OO 

1 .00 


A O TO 

63.70 


35 


204b 


N 


Al 1 1 

GLU 


-7 /I H 

741 


O vl AAA 

34.336 


-18.280 


65.946 


1.00 


OO A H 

62.41 


OA/1 "7 

204/ 


GA 


GLU 


—7 y| 4 

741 


/-J yf J «A 

34.460 


-16.870 


OC A O A 

65.464 


H OO 

1 .00 


CO 0 c 

59.35 




OA/1 Q 

204o 


M 
IN 


/-> i 1 1 
GLU 


t/i 0 
742 


OO AAC 


H O AO/I 

-1 0.034 


OO A OO 

bo. 422 


H AA 

1 .00 


CO oc 

58.35 




OA/I Q 

204y 


r* a 
OA 


Al 1 1 

GLU 


742 


OO CO /I 

33.594 


HO H O/l 

-18.1 84 


OO AOO 

62.036 


A OO 

1 .00 


AO A H 

63.61 


40 


OAK A 

2050 




GLU 


7ylA 

742 


OO H CO 

32.158 


-1 7.b72 


OH OO/I 

61 .824 


A OA 

1 .00 


00 0 0 

60.80 




2051 


GG 


GLU 


742 


oh ch c 

31 .51 6 


H O H CC 

-18.155 


OO C H O 

60.518 


H A A 

1 .00 


00 00 
62.06 




2052 


GU 


GLU 


"7v! O 

742 


oh 700 
31 . 7oo 


H A O /I C 

-iy.b45 


OO OOO 

50.238 


H A A 

1 .00 


OO A /I 

63.64 


45 


2053 


Ubl 


GLU 


-7 /i 0 
742 


OH •( ylC 

31 . 14b 


OA H AA 

-20. 1 yO 


CA OAA 

59.309 


H OO 

1 .00 


O /I OO 

64.92 


OAC/I 

2054 


Arn 

Ub2 


^"N 1 I 1 

GLU 


-7 y| O 

742 


OO OOO 

32.632 


OO 07C 

-20.276 


OO OOC 

60.925 


A OO 

1 .00 


OO A A 

62.96 




2055 


G 


i i i 
GLU 


742 


O/l CA H 

34.541 


H7 >| 00 

-1 7.482 


OH AO/1 

61 .064 


A OO 

1 .00 


O 4 OT 

61 .07 








OLU 




oc ccc 
OO.OOO 


.17 AC A 

- 1 / .you 


OO OOC 


1 .uu 


oy.o i 


50 


2057 


N 


ASN 


743 


34.090 


-16.355 


60.522 


1.00 


61.83 




2058 


CA 


ASN 


743 


34.850 


-15.586 


59.535 


1.00 


60.95 




2059 


CB 


ASN 


743 


36.300 


-15.368 


59.987 


1.00 


61.82 


55 


2060 


CG 


ASN 


743 


36.418 


-14.360 


61.118 


1.00 


64.29 


2061 


0D1 


ASN 


743 


36.646 


-14.729 


62.277 


1.00 


58.19 




2062 


ND2 


ASN 


743 


36.262 


-13.077 


60.787 


1.00 


58.54 
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TABLE 3 (continued) 



ATnu.r. COORDINATES FOR THE GR/T1F2/DEX MO DEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE 


RESIDUE | 


# 1 


X 


V 
Y 


7 i 


B 

i 


ATOM 


2063 | 


C 


ASN 1 


743 1 


34.842 


-ib.oio 


OO. I C7i£ 


1 00 


60.80 I 


2064 | 


O 


ASN 1 


743 I 


35.780 


-ib.iyb 


O/ .H IU I 


1 00 ! 


62.67 I 


2065 I 


N 


ALA [ 


744 


33.779 


-17.075 | 


R7 Q°.C, 

o/.yoo j 


1 no 

1 .UU I 


59.69 I 


2066 J" 


CA 


ALA |" 


744 1 


33.640 


■1 *7 Q07 1 


RP, fiQfi I 


1 00 


61.76 I 


2067 | 


CB 


ALA I 


744 


32.350 


A O POO I 

-18.623 ] 


ce 70Q 


1 00 ! 


60 04 ! 


2068 I 


C 


ALA 1 


744 


mm* m\ mm^— M 

33.675 


-16.9oU 


CC /CO ! 


1 00 


62.63 | 


2069 T 


O 


ALA j 


744 1 


34.423 


A T h no I 

-17.199 j 


CA cn°. I 


1 00 


58.54 I 


2070 


N 


LEU 1 


745 1 


32.869 


^ c occ 1 
-15.000 


rc I 


1 00 I 

1 .\J\J 1 


60.19 S 


[ 2071 


CA 


[iu [ 


745 


32.820 j 


4 ii noc 

-14.93b | 


c:a °.oq 


1 00 i 

1 .\J\J ] 


62.12 I 


2072 I 


CB 


LEU 1 


745 


31.855 j 


A O 700 i 

-13.7oo 


D*t.O I # j 


1 00 l 

1 .UU 1 


60.59 ! 


2073 I 


CG 


LEU 1 


745 


30.606 


A O TOO 

-13.726 


co 70.0 


1 00 


58.63 


I 2074 [ 


CD1 


[iu j 


745 


29.895 


A r\ A (\f\ I 

-12.400 


co 0.0.7 


1 00 


64.25 1 


2075 | 


CD2 


LEU ^1 


745 I 


31.004 I 


-13.902 


co OQ1 


1 nn ! 

1 .UU j 


60 41 


I 2076 J 


C 


[iu f 


745 f 


34.190 


A A OCO i 

-14.360 


CO QCO 


1 00 ] 

1 .UU t 


61.72 I 


2077 


O 


LEU 


745 I 


34.521 


A A r\~7G I 

-14.276 j 


co 77c I 


1 00 ! 

i .uu s 


59 83 


| 2078 


N 




746 


34.978 


-13.961 




1 no 

1 .UU 


57 79 1 


| 2079 


CA 


LEU 


746 


36.311 


•4 O >l A O 

-13.413 


CA C-Q-J 


1 nn 

1 .UU 


60.45 1 


2080 


CB 


LEU 


746 ' 


36.898 


-12.849 


CC QQQ 

oo.yoy 


1 nn 

1 .UU 


61 06 I 


2081 


CG 


LEU 


746 


37.673 


A A t O A 

-11 .534 


CC QCC 


1 nn 

I .UU 


61 13 1 


I 2082 


CD1 


[iu 


746 


38.380 


A A 0~7 >4 

-11.374 


C7 07c 


1 nn 

I I .UU 


61 70 I 


2083 


CD2 


[iu 


1 746 


| 38.664 


-11.520 


I C/1 QOO 


1 nn 

1 .UU 


61 56 I 


2084 


c 


[iu 


746 


j 37.249 


\ A A f? A A 

-14.511 


o4.iob 


11 nn 

I I .UU 


58 73 


2085 


1 ° 


1 [iu 


746 


37.905 


-14.356 


I co h on 


1 nn 

1 .UU 


62 68 ! 


2086 


1 N 


1 ARG 


747 


37.307 


I A C £> A O 

I -15.613 


C/l QQR 


i 1 nn 

l .UU 


61.00 I 


2087 


1 CA 


ARG 


747 


\ 38.145 


-16.759 


c.yi con 


I 1 nn 

1 .UU 


57 24 I 


| 2088 


CB 


ARG 


747 


] 37.853 


j -17.906 


CC CQQ 


1 1 nn 

1 1 .UU 


66 74 


2089 


1 CG 


ARG 


747 


| 38.332 


j -19.278 


cc i no 


1 nn 


61 05 


2090 


1 CD 


ARG 


747 


38.533 


[ -20.190 


CC 01 Q 


1 no 

I 1 .UU 


62.51 I 


2091 


| NE 


ARG 


747 


j 39.807 


I -19.938 


CC QQft 


1 1 on 

1 .UU 


62.06 I 


2092 


CZ 


ARG 


747 


39.952 


-19.867 


co 001 
Do. oil I 


i 1 nn 

5 1 .UU 


63 78 I 


2093 


1 NH1 


"j ARG 


747 


| 38.894 


-20.023 


CQ HH O 


1 nn 

I .UU 


60 31 1 


2094 


NH2 


ARG 


747 


41.156 


-19.637 


58.848 


1.00 


60.80 1 


2095 


C 


1 ARG 


747 


1 37.883 


-17.186 


53.134 


1.00 


59.12 


I 2096 


I ° 


1 ARG 


747 


1 38.793 


-17.589 


52.418 


1.00 


62.02 


I 2097 


N 


TYR 


748 


1 36.623 


I -17.088 


52.731 


1.00 


61.89 


2098 


1 CA 


| TYR 


748 


1 36.215 


-17.449 


51.387 


1.00 


65.00 


I 2099 


1 CB 


1 TYR 


748 


1 34.685 


-17.413 


51.301 


1.00 


58.95 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TV DC 

Ml KJm I Yrt 


nrpmi ir 

HbolUUb 


# 


v 

A 


v 
Y 


Z 


B 


ATO\* J 

ATOM 


5 


01 nn 
d 1 uu 




1 YH 


T A O 

748 


O/l i OC 


1 "7 OCA 

-1 f .obU 


itO OOT 

49.897 


A OO 

1 .00 


OO A O 

62.12 




d 1 U 1 


UU1 


TVD 

TYH 


Tift 

748 


O/l occ 


i O /I OA 

-1o.4^9 


A O OO A 

49.021 


A OO 

1.00 


OO TO 

63.79 




01 no 


Obi 


I YR 


T A O 

748 


oo one 

33.805 


i O O il O 

-18.342 


47.715 


1.00 


61 .69 


10 


oi ao 




T YR 


—J A ft 

748 


OO C A A 

33.544 


H O H OO 

-16.185 


49.430 


1.00 


61 .63 




01 A/1 
d IU4 




1 YR 


748 


OO AAH 

33.091 


i O OO A 

-16.084 


A O 4 OT 

48.127 


A OO 

1.00 


60.08 




oi ac 


oz 


TVD 

TYR 


7 JO 

748 


OO OO/? 

33.226 


A T 4 OO 

-17.163 


41.272 


1.00 


58.42 


15 


OH AC 


Un 


TYR 


T A O 

748 


oo ooo 

32.806 


H T OOO 

-17.030 


45.966 


1.00 


59.74 


OH A "7 
lU/ 


O 


TYR 


Tin 

748 


OO ooo 

36.832 


-16.447 


OO jl H O 

50.419 


1.00 


61.75 




Oi no 
lUo 


u 


1 YR 


~7 AO 

748 


OT COO 

37.599 


a e> oot 

-16.807 


il o rr oo 

49.532 


1.00 


-J OA 

61 .82 




Oi nn 


M 

IN 


LbU 


T A O 

749 


OO 1TO -4 

36.501 


A C A 70 

-15.178 


50.628 


1.00 


60.52 


du 


Oi -1 A 

d 1 1 u 


a 

OA 


1 CI 1 

LbU 


T >4 A 

749 


OO OT A 

36.974 


H >t OOO 

-14.069 


il o ooo 

49.800 


A OO 

1 .00 


OH OO 

61 .53 




Oi i i 


OB 


1 CI 1 

LbU 


749 


OO ooo 

36.380 


-12.757 


OO ooo 

50.303 


A OO 

1 .00 


oo oo 

63.00 




Oi i O 


OCa 


1 CI 1 

LbU 


749 


O /< OTO 

34.873 


4 O T i i 

-12.741 


oo r~ o r - 

50.535 


A O O 

1 .00 


57.09 


25 


Oi i O 


OU 1 


1 CI 1 

LbU 


749 


O A COO 

34.508 


ii i 0"T 

-11 .427 


C A A OT 

51 .167 


A OO 

1 .00 


oo o c 

62.85 


1 14 


OD£ 


1 CI 1 

LbU 


"7 An 

749 


34.113 


-12.954 


il o ooo 

49.233 


A OO 

1 .00 


62.37 




Oi i C 


o 


1 CI 1 

LbU 


749 


OO il OO 

38.482 


A O 04 O 

-13.910 


a r\ too 

49.733 


A OO 

1 .00 


O il o o 

64.05 




Oi i C 
d\ 1 D 




1 CI 1 

LbU 


*~7 A O 

749 


O O OO 4 

38.991 


A O OTO 

-13.275 


48.807 


1 .00 


61 .97 




Oi i "7 


Kl 

N 


1 CI 1 

LbU 


TOO 

750 


oo a oc 

39.195 


A A i7C 

-14.475 


OO TO O 

50.703 


4 OO 

1.00 


59.99 




Oi i Q 


OA 


1 CI 1 

LbU 


too 

750 


A o O A A 

40.644 


4 A OOO 

-14.363 


OO TOO 

50.728 


A O O 

1 .00 


63.11 




Oi i n 


Ob 


1 CI 1 

LbU 


750 


A A A A —t 

41 .147 


i 1 i OT 

-14.497 


OO A T 

52.167 


A OO 

1.00 


oo o c 

62.65 


35 


Oi on 
d \d\) 


OCa 


1 CI 1 

LbU 


7rn 

750 


A A A O O 

41 .463 


A f% A OO 

-13.1 60 


O O O il o 

52.849 


4 O O 

1 .00 


o o o o 

63.02 


Oi Oi 


OU1 


1 CI 1 

LbU 


750 


ji a ooo 

41.695 


i n ni i 

-13.344 


O A OOT 

54.327 


A OO 

1 .00 


58.04 




Oi OO 
d \dd 


L>Vd 


1 CI 1 

LbU 


TEA 

750 


A O OOO 

42.693 


A O C CO 

-12.559 


OO A O il 

52.1 94 


A OO 

1.00 


62.24 




Oi OO 

d \d6 


O 


1 CI 1 

LbU 


7cn 

750 


A A A OO 

41 .436 


HO OO il 

-15.294 , 


A r\ OOO 

49.803 


•1 OO 

1 .00 


64.30 


40 


Oi O/l 


u 


1 CI 1 

LbU 


TCA 

750 


jn OOO 

42.666 


AC O it O 

-15.246 


A O TOO 

49.796 


A OO 

1.00 


58.24 




Oi oc 


M 


A OD 

Aor 


7C A 

751 


40.745 


i O i OO 

-16.129 


A O OO il 

49.024 


A OO 

1 .00 


co oo 

59.30 




Oi oc 


O* A 

OA 


Aor 


751 


/I H OOO 

41 .396 


h ~y o ii o 

-17.048 


A O OOO 

48.068 


A OO 

1 .00 


62.49 


45 


Oi OT 

d\df 


Ob 


A CD 

Aor 


"7Ci 
751 


A < OCA 

41 .860 


i o on 

-18.337 


yl O TO il 

48.764 


A OO 

1 .00 


oo oo 

62.90 


Oi OQ 


Oo 


A OD 

Aor 


7C j 

751 


il O OO i 

40.921 


-18.784 


49.855 


-i OO 

1 .00 


oo oo 

62.09 




Oi OO 

d\dM \ 


UUl 


A OD 

Aor 


7C -4 

751 


40.342 


i "7 AAA 

-17.900 


OO coo 

50.526 


A OO 

1.00 


oo o o 

62.68 




c- i ou 




mo r 


/ O I 




OA f\\A 

-d\J.\J \ 4 


en n^i 


1 nn 


CO QQ 


50 


2131 


c 


ASP 


751 


40.472 


-17.371 


46.897 


1.00 


61.25 




2132 


0 


ASP 


751 


39.476 


-18.065 


47.053 


1.00 


61.96 




2133 


N 


LYS 


752 


40.824 


-16.849 


45.725 


1.00 


62.34 


55 


2134 


CA 


LYS 


752 


40.030 


-17.003 


44.506 


1.00 


62.50 




2135 


CB 


LYS 


752 


38.733 


-16.160 


44.600 


1.00 


63.17 




2136 


CG 


LYS 


752 


37.872 


-16.386 


45.858 


1.00 


60.82 
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TABLE 3 (continued) _— — 

ATOMIC COO RDINATES FOR THE w nr* ^ ( 1 - j ~ | AT q| 



ATOM 



^T^MTYPE j RESIDUE 
CP I LYS 

NZ " n^s 



2148 
2149 



2150 



2156 



2157 



2158 



2159 



2160 



2161 
2162 
2163 



2164 



2165 



2166 
2167 



2168 



2169 



2170 



OD1 



N 



OXT 



CB 



CG 



CD 



OE1 



NE2 



N 



CA 



CB 



ASP 



ASP 



ASP 



GLN 



GLN 



GLN 



GLN 



GLN 



GLN 



GLN 



LEU 



753 



753 



754 



754 



527 



527 
527 



527 



527 



527 



527 



527 



527 



-15.230 
~1 5.1 86 
-15.095 
-16.438 
-16.833 



ATOM 
62.16 
60.30 



40.322 I -15.496 
41.004 -14.809 



41.969 -13.778 
41.293 -12.886 



58.98 



-^^T^53 4 2.996 \ 1-00 



62.40 



62.25 



62.51 



59.26 



42.713 | -15.818 
42.118 I -15.302 
41.121 I -14.148 



38.27 1 \ 1.00 
36.949 | 1.00 
37.150 1-00 



62.08 



60.51 
60.95 



40.683 -13.555 
40.762 -13.831 



36.13 5 | 1-00 
38.304 1.00 



44.236 I -15.678 
44.946 



38.234 1.00 



60.21 



-16.712 



44.707 -14.526 



38.264 I 1.00 
38.169 I 1-00 



63.29 
61.39 



TZ^Tp3i08 j 57.4581^00 



59.84 



Ti^n^T 58.697 1-00 



63.06 



^UlST 58.6751^00 



61.64 



^TrT^596 59^231^00 



46.065 41.137 
43.994 44.763 



57.583 | 100 
55.475 1^00 



62.44 
63.46 
60.61 



44.711 



45.517 j 54.798 1-00 



61.62 



~42.843 45.238 57.671 



44.095 44.745 



57.006 



43.10 5 I 43.912 

42.857 43.747 
43.696 I 42^579 
45.210 I 42J51 

45.858 1 41.410 
45.778 j 43.371 



1.00 



62.80 



1.00 



1.00 



60.11 



57.95 



60.61 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATVMUI 


Al UM I Yrb 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


OH ~7 A 

di 74 




LEU 


coo 

528 


41.369 


ft A A ft 

43.449 


CO OOO 

53.303 


H AO 

1 .00 


C-O A H 

63.94 




O H 7C 


O 


LEU 


coo 

528 


A O COH 

40.531 


44.290 


CO O CO 

53.650 


H OA 

1 .00 


oo oo 

62.36 




oh Tr 

2176 


hi 

N 


TL J n 

THR 


529 


41.067 


ft ft ^ ft 

42.256 


52.748 


A ft ft 

1 .00 


r ft ft r 

59.95 


10 


2177 


CA 


•pi J it* 

THR 


529 


oo o o o 

39.689 


ji -4 ft ft 

41 .769 


CO H O^ 

52.487 


A OO 

1.00 


OH OH 

61.84 




2178 


AND 

CB 


THR 


C ft ft 

529 


ftft ftft/"* 

39.396 


A f\ A ft ft 

40.430 


c ft ft ft ft 

53.232 


A ft ft 

1 .00 


ft ft ^ 

59.05 




o a to 

2179 


OG1 


THR 


^ftft 

529 


40.375 


ft ft jf j ft 

39.442 


ft ft ft ft 

52.866 


A ft ft 

1.00 


ft ft ft ft 

63.83 


15 


O 4 OO 

2180 


CG2 


THR 


529 


ft^v ft ft ^ 

37.997 


ft ft ft ft ft 

39.920 


r~ ft ft ft ft 

52.882 


a ft r\ 

1.00 


^ ft ft ft 

59.80 


o 4 o a 

2181 


C 


THR 


^ ftft 

529 


ft ft ^Tft 

38.725 


A ft ft J ft 

42.842 


^ ft ft ft ft 

52.992 


A ft ft 

1 .00 


ft A ft ft 

61 .32 




O A OO 

2182 


O 


THR 


c ftft 

529 


37.988 


J ft ft ^ r" 

42.645 


^ ft ftTft 

53.973 


J ft /> 

1 .00 


ft A ft f* 

61 .35 




O H o o 

2183 


N 


PRO 


oo 

530 


38.704 


A ft ft f t 

43.977 


52.271 


A ft ft 

1 .00 


ft ni ft r" 

64.25 


20 


2184 


CD 


PRO 


#— no 

530 


O ft O^ ft. 

38.650 


^ ft j| ft A 

43.494 


^ ft ft ^ ft 

50.878 


A ft ft 

1.00 


co o c 

59.35 




o h oc 

2185 


CA 


PRO 


t? ftft 

530 


ft ft ft ft A 

38.021 


45.276 


w— ft ft «i — » 

52.317 


A ft ft 

1 .00 


58.74 




OHO/? 

2186 


/*NCJ 

CB 


PRO 


r~ oo 

530 


OT OHO 

37.610 


45.502 


CO OOO 

50.860 


A OO 

1.00 


O O OT 

60.27 


25 


2187 


CG 


PRO 


r- OO 

530 


O^ OOO 

37.368 


A A A OO 

44.132 


CO OO A 

50.384 


A OO 

1 .00 


OC O H 

65.84 


O H O O 

2188 


C 


PRO 


coo 

530 


ft ft ft ft ft 

36.839 


^ ft ft ^ 

45.387 


r ft ft ft ft 

53.239 


A ft ft 

1 .00 


ft ft ft ft 

62.92 




2189 


O 


PRO 


coo 

530 


oo f\ a r> 

36.948 


45.328 


C A ATA 

54.474 


A OO 

1 .00 


oo oo 

60.28 




o 4 oo 

2190 


N 


Ti i ci 

THR 


c o A 

531 


o r - ~rrt /x 

35.706 


A r~ ^ ft ^ 

45.591 


co coo 

52.590 


A OO 

1 .00 


ft ft ft r" 

63.85 


on 


A 4 A A 

2191 


CA 


ti 1 1~» 
THR 


c o ^ 

531 


34.443 


4 f~ "TO O 

45.708 


CO OHO 

53.246 


H OO 

1 .00 


OO O A 

62.34 




oh a o 

2192 


CB 


tu r"> 

THR 


C O A 

531 


34.253 


47.135 


CO O C H 

53.851 


H OO 

1 .00 


oo o o 

63.80 




2193 


OG1 


TI 1 

THR 


r" ft ^ 

531 


ft ft ft ^ ji 

33.854 


4 ft A ft 

47.016 


r ^ ft ft ft 

55.230 


A ft ft 

1.00 


ft A ft ^ 

64.25 


35 


a h a A 

2194 


CG2 


ti i r""i 

THR 


coh 

531 


ft ft ft A ft 

33.218 


4 ft A ft 

47.940 


^ ft ft ft^ 

53.067 


A ft ft 

1 .00 


ft A ft Ht 

61.34 ; 


ft a ft c 

2195 


C 


ti i r*» 

THR 


531 


ft ft ^ ft ft 

33.526 


i r A A ft 

45.410 


r~ ft ft ft A 

52.081 


A ft ft 

1 .00 


ft A ^ ft 

61 .78 




O H O O 

2196 


o 


TUPJ 

THR 


C O A 

531 


o o c o c 

32.505 


A A T f~ O 

44.758 


CO OC A 

52.251 


A OO 

1 .00 


OH O O 

61 .93 




O H C\~7 

2197 


M 

N 


i c*i i 

LEU 


C OO 

532 


OO ~7 

33.917 


jl C OOO 

45.822 


CO O J 1 

50.877 


A OO 

1 .00 


o o oo 

62.02 


40 


o h no 

2198 


CA 


LEU 


coo 

532 


OO OOO 

33.060 


A ff C A C 

45.545 


A A TOO 

49.722 


H OO 

1 .00 


OO A A 

60.94 




OH AO 

2199 


CB 


LEU 


coo 

532 


OO Jl 4 o 

33.410 


ft i j r 

46.445 


a ft rr ft ft 

48.528 


A OO 

1 .00 


C ^7 ft ft 

57.32 




OOArt 

2200 


CG 


I r~ i i 

LEU 


coo 

532 


OO A OO 

32.463 


HO O O C? 

46.285 


A ~~7 OOO 

47.329 


A OO 

1 .00 


OH HO 

64.49 


45 


OOO H 

2201 


CD1 


i t~ 1 1 
LEU 


COO 

532 


O H OO^ 

31 .027 


HO OHO 

46.313 


AT "I J A 

47.771 


H OO 

1 .00 


OH OO 

61 .90 


oooo 

2202 


CD2 


LEU 


coo 

532 


OO "7 AO 

32.702 


47.377 


HO O A A 

46.344 


H OO 

1 .00 


OO O A 

62.84 ; 




oono 

2203 


c 


LEU 


c oo 

532 


OO A^"7 

33.077 


a a r\—?^ 

44.077 


H O OOO 

49.283 


H OO 

1 .00 


O A OT 

61 .37 








i o i 

LtU 


coo 


oo m ft 


4o.4D I 


HQ H HQ 

4y. i 4y 


I .uu 




50 


2205 


N 


VAL 


533 


34.266 


43.518 


49.052 


1.00 


61.22 




2206 


CA 


VAL 


533 


34.366 


42.119 


48.635 


1.00 


60.75 




2207 


CB 


VAL 


533 


35.781 


41 .753 


48.114 


1.00 


59.58 


55 


2208 


CG1 


VAL 


533 


36.697 


41.400 


49.264 


1.00 


60.31 


2209 


CG2 


VAL 


533 


35.695 


40.576 


47.185 


1.00 


59.77 




2210 


C 


VAL 


533 


34.062 


41.240 


49.840 


1.00 


63.61 
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15 



20 



30 



35 



45 



ATOMIC COORDINATES FOB THE 



-^^fyTroMTYPE 

2211 | O 



2216 



2217 



2220 



2221 



2222 



2223 



2224 



2227 



2228 



2231 



2232 



2233 



2234 



50 



55 



2241 



2245 



CG 



CD2 



CA 



CB 



535 



LEU 



536 



GLU 



537 



62.93 
61.64 



60.61 
62.32 



31.544 
30.102 



29.527 
28.027 



27.773 



27.416 
29.688 



41 747 
~4U544 



51.593 | ^00 
51.508 I 1-00 



60.18 



42.975 T51.048 1^00 



43.101 



43.835 



51.245 I LOO 
"52^537 l 1-00 



28.852 
30.269 



29.950 
30.813 
30.671 
31 .622 



43.850 
40.547 



50.08 9 | 100 
50.543 1 .00 



50.868 
49.349 
48.355 
47.115 



1.00 



60.75 



61.72 



60.18 



29.247 
30.204 
29.703 



46.284 I 1=00 

"45^118 I ^00 

45.801 I LOO 



58.39 



63.99 
60.60 



62.81 



48.908 1 00 



48.379 1 00 



30.99613^086 
"3^35^136^838 



49.970 1 1-00 
^O6o7l 1.00 



60.48 
61.60 



32.691 37.003 



"3^16^1^5763 JjljM 



51.307 | ^00 
1.00 



34^9(3^907 
1^17^1^900 



52.442 
52^919 



35.1401^^033 



52.305 
"?L592 



30.094 35.084 



29.773 



28.636 
29.993 
27.611 



37.155 
36.714 



37.687 
38.283 



38.757 



54.268 



60.21 
59.30 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




AT/"N ft J 

Al UM 


ATV\fcJI TV DC 

Al UM 1 Yrb 


HtolUUt 


JL 
# 


v 
A 


Y 


z 


B 


*TOI J 

ATOM 


5 


OOvl O 

2248 




\/A 1 

VAL 


COO 

538 


0*7 >l OA 

27.420 


A A AAA 

36.586 


r— A AAA 

52.752 


A A A 

1 .00 


A ^ OO 

61 .99 




ooji rv 

2249 


/A. 

O 


VAL 


coo 

538 


A A A-T A 

26.576 


or* 0 4 4 

35.841 


A A OOO 

53.233 


4 OO 

1.00 


A A A A 

61 .89 




2250 


N 


ILE 


539 


A-T AAA 

27.203 


A— T AAA 

37.322 


f— J AAA 

51 .669 


A o O 

1.00 


A ^ o A 

61.34 


10 


2251 


CA 


ILE 


coo 

539 


OC OO 4 

25.931 


0""f AAA 

37.263 


f— A AAA 

50.977 


4 OO 

1.00 


A o O O 

60.88 




2252 


CB 


ILE 


coo 

539 


A A A A A 

25.628 


A A riA 

38.548 


50.209 


1 .00 


57.53 




nnrn 

2253 


/A /A A 

CG2 


■ 1 r— 

ILE 


A A A 

539 


A A A A J| 

26.034 


39.737 


51 .035 


1 .00 


63.74 


15 


ooc /» 

2254 


CG1 


ILE 


AAA 

539 


A A AAA 

26.365 


on r— r- a 

38.550 


A A AAA 

48.869 


1.00 


at\ a f\ r~ 

64.95 


2255 


CD1 


ILE 


P" O O 

539 


25.847 


39.584 


47.898 


1.00 


fS A] A f\ 

61 .40 




ooc/> 

2256 


C 


ILE 


/— A A 

539 


A r" A A A 

25.946 


A A J A A 

36.133 


j| O O ~M~t 

49.977 


4 OO 

1 .00 


f**o o o 

59.86 




2257 


/A 

O 


ILE 


f A A 

539 


A > A A A 

24.984 


35.934 


49.251 


4 OO 

1 .00 


60.95 


20 


OO r~ a 

2258 


ft 1 

N 


GLU 


540 


27.051 


35.408 


49.919 


A A A 

1 .00 


A A A A 

61.19 




nor o 

2259 


CA 


/A | | 1 

GLU 


540 


A— T ^ — T A 

27. 1 70 


Ai AAA 

34.290 


A A AAA 

48.993 


4 OO 

1 .00 


A A A A 

64.61 




oooo 

2260 


CB 


/A | 1 | 

GLU 


IT it O 

540 


A A AAA 

28.620 


33.798 


it O AAA 

48.960 


A OO 

1 .00 


A A A A 

61.89 


25 


AAA 4 

2261 


CG 


GLU 


P" it A 

540 


28.917 


32.628 


it r> Ann 

48.022 


4 o o 

1 .00 


r* o oo 

59.99 


00£»0 

2262 


CD 


/A III 

GLU 


540 


28.635 


32.926 


46.560 


1 .00 


60.98 




AAA A 

2263 


OE1 


/A I | | 

GLU 


f— J A 

540 


A A A A A 

28.949 


A J A f— A 

34.050 


. A ^ OO 

46.103 


4 OO 

1 .00 


A A A A 

60.19 




OOO j| 

2264 


/— N I - A 

OE2 


/A I | | 

GLU 


540 


A A A A A 

28.113 


A A AAA 

32.025 


■1 A A A A 

45.861 


A A A 

1.00 


f— A A A 

58.09 


Oft 

30 


O A A A 

2265 


C 


/A | | | 

GLU 


r j a 

540 


A A A A A 

26.241 


33.181 


it o a or\ 

49.469 


-4 OO 

1 .00 


A A OC 

60.25 




OOOO 

2266 


o 


/A t | I 

GLU 


540 


A A ApT 

26.357 


OO T4 O 

32.710 


f— A AAA 

50.603 


A A A 

1 .00 


A A —ff\ 

62.79 




AAA — T 

2267 


ft 1 

N 


[a n /a 

PRO 


541 


A I— AAA 

25.289 


A A -"»A A 

32.766 


A A A ^ y| 

48.614 


H OO 

1 .00 


C O "TO 

59.70 


35 


A AAA 

2268 


A A 

CD 


|A |A 

PRO 


r* a a 

541 


A 4 A A 4 

24.961 


A A A A —f 

33.287 


it t mr 

47.275 


4 A. A 

1 .00 


A ^ o -4 

61.01 


A A A A 

2269 


CA 


|A IA /A 

PRO 


C" A A 

541 


A J AAA 

24.362 


A A — T A A 

31 .703 


J A O 4 O 

49.013 


4 OO 

1 .00 


A ^ A A 

61.09 




A A~7 A 

2270 


/A [A 

CB 


(A |A /A 

PRO 


C A A 

541 


A A A A A 

23.361 


A -4 A A P» 

31 .665 


A "7 OA 4 

47.861 


A A O 

1 .00 


A o A O 

63.1 3 




Amn 

2271 


CG 


PRO 


C A A 

541 


A A J A A 

24.138 


A o 4 J f 

32.177 


.it C PA it 

46.694 


H O O 

1 .00 


r- ~T A A 

57.00 


40 


A A-T A 

2272 


/A 

C 


nnA 

PRO 


r~ a a 

541 


oc oc 4 

25.051 


A A AAA 

30.365 


ja or" it 

49.254 


4 OO 

1 .00 


A A A o 

60.83 




A A-T A 

2273 


o 


[A IA /A 

PRO 


r~ a A 

541 


A A A — T A 

25.979 


A A AAA 

29.988 


it O rnp 

48.535 


A OO 

1 .00 


a a on 

60.28 




A A— T y| 

2274 


ft 1 

N 


/A | | | 

GLU 


542 


A A A A-T 

24.607 


A A AAA 

29.669 


AO AAT 

50.297 


A A A 

1 .00 


60.82 


45 


A A-T A 

2275 


/A A 

CA 


A | | | 

GLU 


c A o 

542 


A (— A C" "*7 

25.157 


A A A A A 

28.364 


CO occ 

50.655 


•J OO 

1 .00 


A ^ J J 

61.11 


A A-T A 

2276 


/A «A 

CB 


/A • | | 

GLU 


pin 

542 


A j| A A^T 

24.607 


A-T OOO 

27.933 


52.001 


A OO 

1 .00 


A A A A 

63.94 




0077 

2277 


/A /A 

CG 


Al 1 1 

GLU 


p JO 

542 


A A J A A 

23.163 


A-T f- A A 

27.558 


C A OOO 

51 .899 


1 .00 


A A A ^ 

65.51 




007Q 


L-U 


m 1 1 

bLU 


C/IO 

D4**: 






CO 00*7 


1 .uu 


C*l OA 

O 1 .4lU 


50 


2279 


0E1 


GLU 


542 


21.369 


26.813 


53.269 


1.00 


64.82 




2280 


0E2 


GLU 


542 


23.307 


27.360 


54.253 


1.00 


61.05 




2281 


C 


GLU 


542 


24.668 


27.393 


49.584 


1.00 


60.85 


55 


2282 


0 


GLU 


542 


23.631 


27.637 


48.966 


1.00 


61.52 




2283 


N 


VAL 


543 


25.369 


26.291 


49.353 


1.00 


62.89 




2284 


CA 


VAL 


543 


24.879 


25.397 


48.316 


1.00 


61.20 
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TABLE 3 (continued) - 

ATOM TYPE 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



2301 



2304 



2307 



2308 



2309 



2310 



2311 



2314 



2319 



2320 



2321 



CD2 



OH 



N 



CA 



CB 



TYR 



47.244 1-00 



47.2 37 | 1.00 
"48.639 1.00 



62.21 
60.39 



21.464 
22.209 



25.856 
21 .639 



46.654 I 1-00 
"47^5^11^0 



4672^11^ 
48.222 I 1-00 



47.915 1-00 



49.18 9 I 100 
"50.1 60 1.00 



59.96 



51.287 LOO 



52.122 1-00 



49.907 LOO 



24.632 I 19.843 
"25.898 19.142 



66.69 



63.31 



61.54 



62.21 



50.739 LOO 



51 .84 2 | LOO 
52.619 1-00 



1M8ST^ 



61.49 



59.50 
60.93 



58.64 



62.56 



20.0261^390 
Tl347Tl6l965 



43.845 I 1.00 
45.595 1-00 



60.50 
62.16 



17.352 
18.493 



16.821 
16.338 
^445 



44.895 | 1.00 
46.755 1.00 



62.38 
59.60 



TTlioTTToO 63.46 



15.968 
18.180 
18.095 
^19.366 



14.408 
14.068 



le^rTToO 63.02 



"^890 TOO 60.60 



13.918 
12.906 
~1 2.97l" 



45.49 6 \ 1-00 
44,44 7 | 1.00 
43.621 I 100 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATAM TV DC 


HbolUUb 


# 


Y 
A 


v 
Y 


z. 


b 


ATA k M 

Al UM 


5 


dOdd 




TVD 


CAQ 

548 


1 Q OC7 

1 y.oo/ 


H O H H7 

12.10/ 


>io /ino 
42.403 


H AA 
1 .00 


CH CC 

bl .55 




dodo 




"TVD 

1 Yn 


cao 
548 


H Q COO 


1 O /(AC 

1 2.40b 


yi H OOH 

41 .331 


H AA 
1 .00 


CC OO 

j 55.33 




OOO A 

dodQ 


Otl 


TVD 

1 YH 


C A O 

548 


1 Q CCA 

1 8.550 


H H CC7 

M .657 


A A H 7C 
40. 1 75 


H AA 
1 .00 


CO OC 

62.35 


10 


dodo 


ono 


1 YH 


C AO 

548 


OA OH Q 
20.21 O 


H H AOO 

1 1 .02*3 


vl O OAO 

42.292 


1 .00 


^O A A 

62.44 




232b 




"TVD 

I YH 


548 


OA OCH 
20.25 I 


H A OC7 

10.2b/ 


j| ■* A AO 

41 .142 


H AA 

1 .00 


C A C A 

64.59 




0007 

232/ 


OZ 


TVD 

1 YR 


C AO 

548 


19.416 


H A C A A 

10.594 


a A r>of> 

40.086 


1.00 


£>r\ a 0 

60.42 


15 


OOOQ 

2328 


/-Nil 

UH 


TV rj 

TYR 


CAO 

548 


1 9.467 


A 0~7~7 

9.877 


OO AOC 

38.925 


A f\f\ 

1.00 


60.60 


232y 


O 


TVD 

1 YH 


C AO 

548 


H ~7 A"7A 

17.9/9 


H H C H A 
11 .519 


,4 c AO A 

45.080 


H AA 

1 .00 


60.53 




2330 


u 


TVD 

1 YH 


r in 

548 


AO CO A 

1 8.584 


H H 070 

11 .272 


vl C H H j4 

I 46.114 


H AA 

1 .00 


C H AC 

61 .95 




2331 


IN 


Aor 


C AC\ 

549 


H "7 00"7 

1 7.227 


H A CftO 

10.603 


A A AQf\ 

44.480 


H OA 

1.00 


cr\ 0 h 

60.31 


20 


OOOO 

dood 


OA 


A OD 

Aor 


C A A 

549 


1 /.1 35 


A OOH 

9.281 


A C AOO 

45.088 


H AA 
1 .00 


C A OA 

60.89 




OOOO 

dooo 


Ob 


A OD 

Aor 


c a n 
549 


■1 C OAC 

1 b.20b 


O OCA 

8.359 


A A OH 7 

44.31 7 


H AA 
1 .00 


C H C yl 

61 .o4 




OOO A 
2334 


Ob 


AOD 

Aor 


c a n 
549 


H C CCO 

1 5.b53 


-7 occ 

7.25b 


>1 C H AC 

45.1 9b 


H AA 
1 .00 


CO Q7 

b2.87 


25 


2335 


UUl 


AOD 

Aor 


549 


H C A 0~7 

1 b.437 


O "7 H C 

6.715 


A C AA"7 

45.99/ 


H AA 
1 .00 


CH AO 

bl .92 


233b 


UU2 


AOD 

Aor 


C Ad 

549 


1 4.44b 


O OOA 

6.929 


A C H AA 
45.1 00 


H AA 
1 .00 


CO H O 

58.12 




OOQ7 

door 


O 


AOD 

Aor 


a a a 
549 


H o COC 

1 8.525 


0 ccc 
8.65b 


yl C H CO 

45.1 52 


A OA 

1 .00 


CO AC 

o2.05 




2338 




AOD 

Aor 


c a a 
549 


HAH 7C 

1 9.1 /b 


0 700 
8.Z28 


AC H AA 

4b. 1 90 


H AA 
1 .00 


C A A O 

59.43 




OOO A 

233 y 


Kl 


CCD 

obH 


c c a 

550 


H O n?7 

18.977 


O ACO 

8.052 


A A f\A A 

44.049 


H AA 

1 .00 


C H OC 

61 .06 




OOvl A 

2340 


OA 


CCD 

obH 


550 


OA OHO 
20.312 


7.425 


J 0 OCO 

43.9b3 


H AA 
1 .00 


C H H C 

61 .16 




OOA H 
2341 


Ob 


CCD 

obH 


cca 

550 


O H OO H 

21 .301 


O H 0~7 

8.127 


44.910 


H AA 
1 .00 


CH OO 

61 .33 


35 


OOA O 

do4d 




ODD 

obH 


CCA 

550 


00 eo7 
dd.bof 


Q ACC 

8.055 


A A AOC 

44.435 


A AA 

1 .00 


CC CO 

65.58 


OOA O 
2343 


o 


CCD 

obH 


cert 
550 


oa ooe 
20.28b 


C AOO 

5.923 


A A OCO 

44.2o8 


H AA 
1 .00 


CO 70 

62. /2 




OOA A 

2344 


U 


CCD 

obH 


CCA 

550 


OH AOC 

21 .025 


C H OQ 

5.1 38 


A O CCO 
43.O02 


A OO 
1 .00 


CH 07 

bl .37 




OOA C 

2345 


Kl 

IN 


CCD 

obH 


551 


•i r\ A OO 

1 \}Add 


C CAO 

5.543 


A C OAC 

45.20b 


H AA 
1 .00 


C A C C 

b0.55 


40 


OQ/I C 

2o4b 


OA 


CCD 

ObH 


CCH 

551 


A Q OCO 

1 9.2b2 


A H CC 

4.1 55 


AC COO 

45.623 


H AA 
1 .00 


CO A "7 

52.4/ 




OOyl 7 

2o4/ 


Ob 


CCD 

obH 


CCH ' 

551 ; 


4 0 A C H 

1 8.4b1 


A AOO 

4.092 


AC A 07 

4b. y2/ 


H AA 
1 .00 


CA 70 

by. /8 




OOA Q 

2348 




CCD 

obH 


CCH 

551 


47 4 O Q 
1 /.I O8 


A CCH 

4.551 


A C 707 

4b. f dl 


H AA 
1 .00 


CC ~7C 

bb./5 


45 


234y 


O 


CCD 

obH 


CC H 

551 


HQ C/1Q 

1 8.548 


O OAQ 

3.348 


A A CA A 

44.544 


H AA 
1 .00 


CH OC 

bl .2b 


2350 




CCD 

obH 


551 


H Q H D7 

1 8.1 8/ 


O H DO 

2.1 89 


AA 7/IQ 

44. / 4y 


H AA 
1 .00 


C>1 AC 

O4.05 




2351 


Kl 
IN 


\/A 1 

VAL 


ceo 
552 


H D OA Q 

1 8.o49 


O Q7C 

3.y /b 


A O OC1 A 

43.3y4 


H AA 
1 .00 


CH OO 

bl .88 




C-OTJC- 


PA 


\/AI 
VnL 


ODd 


I / .OOO 


1 OOQ 

0.000 


AO Ofift 
4^x00 


1 nn 


R1 (Y7 


50 


2353 


CB 


VAL 


552 


16.146 


3.536 


42.346 


1.00 


61.01 




2354 


CG1 


VAL 


552 


15.781 


4.362 


43.582 


1.00 


62.13 




2355 


CG2 


VAL 


552 


1 5.642 


4.194 


41 .084 


1.00 


63.59 


55 


2356 


C 


VAL 


552 


18.245 


3.935 


40.975 


1.00 


60.74 


2357 


O 


VAL 


552 


18.423 


5.151 


40.872 


1.00 


60.94 




2358 


N 


PRO 


553 


1 8.502 


3.085 


39.966 


1.00 


57.88 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


AIUM TYPE 


RESIDUE 


jj 

# 


X 


Y 


z 


B 


ATOM 


5 . 


OOOO 

2396 


I CZ3 


TRP 


557 


11.857 


AAA r\ A 

14.124 


A A •! r» A 

32.452 


A A A 

1 .00 


61 .15 




2397 


CH2 


TRP 


557 


A A kf\ A r~ 

11.045 


A O O 

13.773 


OO J A 

33.548 


A OO 

1 .00 


A 4 OA 

61.06 




2398 


C 


TRP 


557 


a r~ a a o 

15.816 


h| A «| ^ A 

12.176 


A A AAA 

33.063 


A A A 

1 .00 


A A A A 

61.03 


10 


oooo 

2399 


o 


TRP 


557 


15.546 


J A A ^ A 

13.342 


a a a a 

33.335 


^ A A 

1.00 


A A A A 

63.66 




2400 


N 


ARG 


p p o. 

558 


15.972 


4 -4 AAA 

1 1 .228 


A A A A A 

33.982 


J A A 

1.00 


A A 

62.37 




2401 


CA 


ARG 


558 


1 5.798 


A A A A A 

1 1 .466 


A A A A 

35.413 


j A A 

1.00 


A A A A 

63.98 


15 


2402 


CB 


ARG 


C A 

558 


15.806 


4 O 4 4 o 

10.116 


A A A t~\ A 

36.134 


A OO 

1.00 


A A A /*» 

61.30 


A i Aft 

2403 


CG 


ARG 


r* i~ 4*\ 

558 


15.389 


10.127 


37.590 


A 4*\ A_ 

1.00 


A A A A 

62.22 




2404 


CD 


ARG 


r r~ r\ 

558 


15.189 


A AAA 

8.686 


A A A — y A 

38.070 


^ A A 

1.00 


r~ a 4I a 

59.18 




2405 


NE 


ARG 


^ ^ a 

558 


16.210 


A A A A 

8.204 


39.005 


1 .00 


A A F» 

60.75 


20 


O 4 OO 

2406 


CZ 


ARG 


558 


A /■» Ann 

16.280 


8.542 


JI O OO A 

40.294 


4 O O 

1 .00 


AO "~ > 4 

62.74 




A A 

2407 


h 1 t_l A 

NH1 


ARG 


c c o 

558 


1 5.392 


A A^ A 

9.378 


A A AAA 

40.820 


A) A A 

1 .00 


A A 

65.45 




A >l AO 

2408 


K 1 1 1 0 

NH2 


ARG 


558 


17.222 


A AAA 

8.022 


- ^ A ^ A 

41 .074 


•4 A A 

1 .00 


A A A A 

61 .39 


25 


O J OO 

2409 


C 


ARG 


r» r— 

558 


16.814 


12.416 


OA o r~ A 

36.056 


A O O 

1 .00 


AO OO 

63.08 


2410 


o 


ARG 


f> 

558 


1 6.524 


^ A A A^ 

13.027 


37.085 


4 OO 

1.00 


00 0 0 
62.80 




A 1 J J 

2411 


N 


ILE 


f— I— A 

559 


17.991 


A o r Jl A 

12.548 


O^ J f — 4 

35.451 


A OO 

1.00 


AO it O 

63.40 




2412 


CA 


ILE 


559 


.J /■> AAA 

19.036 


J A ji A A 

13.423 


A r- A A A 

35.983 


A A A 

1.00 


^ A A*r 

59.67 


30 


O Jl A O 

2413 


CB 


ILE 


559 


OO A 

20.459 


A O OOO 

12.828 


O f ~ » A J 

35.701 


4 O O 

1 .00 


F— A A f~ 

59.65 




2414 


CG2 


ILE 


559 


21.437 


13.905 


A ^ A r- A 

35.250 


1 .00 


J~ A A A 

56.03 




2415 


CG1 


ILE 


559 


20.982 


J A J A 

12.150 


A A AAA 

36.968 


4 A A 

1.00 


^ A A A 

58.33 


35 


o 4 ^ a 

2416 


CD1 


1 1 r~ 

ILE 


559 


A A f-\ ^ A 

22.212 


A A /*1 A~T 

1 1 .327 


A A -TF J ji 

36.744 


1.00 


A 4 0 4 

61 .31 


2417 


C 


ILE 


f— r— A 

559 


18.939 


4 J AAA 

14.862 


A ^ j| A A 

35.469 


A A A 

1.00 


A A A A 

64.14 




o a a n 

2418 


o 


1 1 r~ 

ILE 


r e*o 

559 


18.843 


4 r - ^oo 

15.792 


O A OO -4 

36.281 


4 A A 

1 .00 


A A O A 

63.80 




241 9 


N 


& j i i 

MET 


560 


18.964 


^ AAA 

15.060 


A A A i~ A 

34.151 


A f\f\ 

1 .00 


58.15 




o /( oo 

2420 


CA 


ft A 1 1 

MET 


f- a a 

560 


18.871 


J A 4 J A 

16.419 


OO f A A 

33.646 


A OO 

1 .00 


A 4 OO 

61 .08 




A JAJ 

2421 


CB 


ft a r - I - 

MET 


f— a a 

560 


18.753 


A O il AA 

16.460 


OO oo r 

32.095 


A OO 

1 .00 


0 0 A r~ 

60.65 




n inn 

2422 


CG 


ft J 1 — T 

MET 


i~ A f\ 

560 


A A. J J — T 

20.117 


*| A A ^ A 

16.352 


A 4 AAA 

31 .322 


4| A A 

1.00 


A A ^ j| 

63.74 


45 


A1AA 

2423 


SD 


it j i i 
MET 


r- O O 

560 


AA /\Of> 

20.038 


16.357 


OO A OO 

29.422 


4 A A 

1.00 


OO A f\ 

63.49 


2424 


CE 


ft A 1 1 

MET 


c o o 

560 


21 .750 


J A OOO 

16.939 


OO 0"70 

28.970 


4 OO 

1.00 


A 4 4 A 

61 .12 




A i AP 

2425 


C 


ft 4 f~T 

MET 


P AA 

560 


1 7.634 


4 "7 O A A 

17.014 


O A OO C" 

34.325 


4 A A 

1 .00 


A A A A 

63.02 






A 

u 


M CT 

Mfc 1 


CCA 


1 / .ODD 


lO. 1 t>b 


o4. / oU 


i AA 
1 .UU 


bU.o/ 


50 


2427 


N 


THR 


561 


1 6.572 


16.217 


34.457 


1.00 


60.33 




2428 


CA 


THR 


561 


15.351 


16.677 


35.123 


1.00 


60.71 




2429 


CB 


THR 


561 


14.306 


15.540 


35.292 


1.00 


58.90 


55 


2430 


OG1 


THR 


561 


14.006 


14.959 


34.025 


1.00 


60.27 


2431 


CG2 


THR 


561 


13.019 


16.080 


35.867 


1.00 


58.67 




2432 


C 


THR 


561 


15.616 


17.259 


36.520 


1.00 


60.71 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATAI A 

Al UM 


Al UM 1 Yrb 


RESIDUE 


it 

# 


A 


Y 


Z 


B 


ATOM 


5 


2470 


CD2 


1 r — 1 1 

LEU 


r~ ft ft 

566 


20.687 


00 oor 

22.805 


4ft ft A 

43.045 


4 ftft 

1.00 


r~ ft ft ft 

59.08 




2471 


C 


LEU 


r~* j*\ s\ 

566 


1 8. 1 42 


00 a a a 

23.418 


4ft ft r- ft 

40.952 


4 ftft 

1 .00 


ft 4 ftft 

61.33 




2472 


(J 


LEU 


566 


1 8.373 


O A OOO 

24.398 


4 4 ft H" ft 

41 .652 


4 ftft 

1.00 


ft 4 44 

61 .14 


10 


2473 


A 1 

N 


GLY 


567 


18.140 


ftft A ft 4 

23.461 


ft^\ ft Al* 

39.625 


4 ft ft 

1.00 


57.88 




2474 


CA 


GLY 


567 


18.436 


ft 4 ^ftft 

24.703 


38.935 


1.00 


63.27 




2475 


c 


GLY 


567 


17.469 


ft f~ *r*ft t~ 

25.785 


39.351 


1.00 


60.49 


15 


2476 


o 


GLY 


ft ft^T 

567 


17.854 


ftft /xft ft 

26.938 


39.514 


4 ft ft 

1.00 


61.62 


2477 


N 


GLY 


568 


16.206 


ft^ A 4 ft 

25.412 


ftft ^ ftft 

39.526 


4 ft ft 

1.00 


ftft 

63.72 




2478 


CA 


GLY 


r~ ft ft 

568 


15.212 


ftft /~\ r^t /~\ 

26.382 


39.936 


1.00 


60.34 




O j -to 

2479 


C 


GLY 


568 


15.617 


27.006 


4 4 ft f~ ft 

41 .256 


4 ftft 

1.00 


ft ft ftft 

60.96 


20 


O >l OO 

2480 


o 


GLY 


^ ft 

568 


15.913 


ftft 4 ft r* 

28.195 


44 ft ft ft 

41 .332 


4 ftft 

1.00 


ft 4 ftft 

61 .39 




2481 


N 


ARG 


Cftft 

569 


4 #— ft ft ft 

15.662 


ftft 4 ftft 

26.196 


A ft ft ft 

42.302 


4 ftft 

1 .00 


^fti ft ft 

59.63 




2482 


CA 


ARG 


fr 00 

569 


4ft ft «J A 

16.011 


ftft ft ft ft 

26.692 


4 ft ft ft ft 

43.623 


4 ft ft 

1.00 


^ ft ~» 4 

58.74 


25 


nine 

2483 


CB 


ARG 


569 


4ft 4 ^ ft 

16.143 


f\ r~ r* ft ft 

25.530 


4 4 r* ft ft 

44.588 


4 ftft 

1 .00 


ftft r* ft 

62.58 


2484 


CG 


ARG 


C ftft 

569 


•4 A ft ft ft 

14.860 


ft 4 "Tft ^ 

24.767 


4 4 T 4 ft 

44.719 


4 ftft 

1.00 


ft 4 ft ft 

61.89 




2485 


CD 


ARG 


569 


4 4 ft^ft 

14.973 


ftft ^ft 4 

23.794 


a r~ ft 4 ft 

45.842 


4 ftft 

1.00 


ftft ft r- 

60.95 




2486 


NE 


ARG 


c a a 

569 


4 ft ft 4 

16.047 


ftft ft ^ 4 

22.854 


A ^ "^ft 

45.573 


4 ftft 

1.00 


ftft ft ft 

60.03 




2487 


CZ 


ARG 


569 


1 6.734 


22.229 


4ft ^ 4 ft 

46.513 


4 ftft 

1.00 


ftft ftft 

60.68 




2488 


NH1 


ARG 


ft ft ft 

569 


4ft 4 ^ ft 

16.459 


ftft 4 4 "7 

22.447 


47.793 


4 ft ft 

1.00 


ft ^ ft ft 

65.06 




2489 


t II in 

NH2 


ARG 


569 


4 ftft^ 

17.697 


ft 4 ft ft 4 

21.391 


4ft 4 ftft 

46.169 


4 ftft 

1 .00 


ftft ftft 

63.36 


35 


o vt o rv 

2490 


C 


ARG 


ft ftft 

569 


4 T ft ft 4 

17.261 


ft^r ft ft 

27.538 


4 ft /-> —7 ^ 

43.671 


4 ftft 

1 .00 


59.59 


2491 


O 


ARG 


^ftft 

569 


4 "7 ft ft 

17.395 


ftft ft ft^r 

28.397 


44 ^ ft ^> 

44.539 


4 ft ft 

1.00 


r™ ft 4 ft 

58.49 




O A OO 

2492 


M 

N 


GLN 


570 


18.179 


27.299 


42.747 


A OO 

1 .00 


ft ft 4 ft 

60.12 




O vl AO 

2493 


CA 


GLN 


570 


A f\ A A ~t 

19.417 


28.069 


it O "TO A 

42.704 


A OO 

1 .00 


ft ft ft ft 

62.83 


40 


2494 


CB 


GLN 


570 


20.457 


O^ Off 

27.359 


i j Or A 

41 .852 


A OO 

1 .00 


O A OO 

64.23 




2495 


CG 


/~N | LI 

GLN 


570 


21 .212 


26.254 


JA f OO 

42.529 


A OO 

1 .00 


ft ft c f~ 

60.55 




2496 


CD 


GLN 


570 


22.345 


25.738 


A 4 ft^ 4 

41 .674 


4 ftft 

1 .00 


ft 4 ft 4 

61 .81 


45 


2497 


OE1 


GLN 


570 


23.046 


O A O 4 O 

24.818 


A O OO^ 

42.067 


4 ftft 

1.00 


00 00 
60.88 


o a o o 

2498 


NE2 


GLN 


r^o 

570 


00 COO 

22.533 


0£> OO H 

26.331 


A O J AA 

40.499 


A OO 

1 .00 


C ft 4 ft 

56.12 




O A OO 

2499 


C 


GLN 


570 


A f\ A f\C 

19.195 


OO A Oft 

29.462 


4ft 4 ft P 

42.1 35 


A OO 

1 .00 


^ft ftft 

59.62 






\j 




O/U 


4. O Q70 


on Ana 
oU. 4uy 


ylO coo 


1 .uu 


OO A C 

OU.40 


50 


2501 


N 


VAL 


571 


18.273 


29.571 


41.182 


1.00 


64.99 




2502 


CA 


VAL 


571 


17.953 


30.851 


40.576 


1.00 


62.98 




2503 


CB 


VAL 


571 


17.141 


30.653 


39.278 


1.00 


62.20 


55 


2504 


CG1 


VAL 


571 


16.363 


31.906 


38.929 


1.00 


61.93 




2505 


CG2 


VAL 


571 


18.090 


30.312 


38.140 


1.00 


61.13 




2506 


C 


VAL 


571 


17.166 


31 .658 


41.605 


1.00 


63.93 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE | 


RESIDUE | 


# 


X I 


V/ I 


-7 


D 


ATOM 


2507 I 


O I 


VAL 1 


571 I 


17.379 


32.865 


>M 7CO | 
41. /DO 


1 nn 

l .UU | 


OJ.tU 


2508 I 


N | 


ILE I 


572 I 


16.271 


30.981 


4t.ol / 


i nn 
i .uu { 


fii m i 


2509 I 


CA I 


ILE 1 


572 I 


15.483 


31 .623 


4o.obU | 


1 nn 


c.ft 70 1 


2510 | 


CB I 




572 I 


14.548 


30.605 


A A f\ A C ' 

44.U4D | 


1 nn 
l .uu 


RR 7P 

DO. / C 


2511 1 


CG2 I 


il! \ 


572 I 


14.006 


31.169 


4b.ot>U 


i on ! 
I .uu 




2512 I 


CG1 I 


ILE I 


572 


13.425 j 


30.220 


43.081 J 


1 .uu 


R1 ftR 


2513 I 


CD1 \ 




572 


12.411 


29.251 j 


»n ceo 

43.663 j 


1 .UU 


ri np 


2514 


C 1 


ILE 


572 I 


16.456 


32.186 


44.oyu 


1 .uu 




2515 | 


O | 


ILE [ 


572 I 


16.240 


33.257 j 


44.940 


1 nn 

1 .UU j 


R1 R1 


2516 [ 


N ~T 


ALA I 


573 I 


17.531 ! 


31 .446 


y| A COO ! 


1 nn 
I .uu 


rp m I 


2517 I 


CA f 


ALA ] 


573 I 


18.562 | 


n j n A A 

31 .844 


4b.t>/l 


1 nn 
I .uu 


RT 1 Q 

DO. 1 17 


2518 


CB 


ALA 1 


573 I 


19.467 i 


30.662 I 


45.o7b j 


^ nn I 
1 .UU j 


R*^ 


2519 I 


C 


ALA 


573 


19.390 i 


32.994 j 


A C c 

45.01b 


i nn ■ 
l .UU ) 


Rn nft 


2520 


o 1 


ALA ( 


573 


19.853 j 


33.852 


45.765 1 


i nn 
1 .UU 


R1 P7 


I 2521 I 


N 


ALA 1 


574 


19.573 I 


33.004 


43.700 


1 nn i 
1 .UU 


RP Rfi 


2522 


CA 1 


ALA 1 


574 


20.350 I 


, 34.039 


A O f>07 

43.0^7 


•i nn 
1 .UU 


RP Q1 


I 2523 | 


CB 1 


ALA 


i 574 I 


j 20.500 


33.690 


A 4 CCO 

41.55*3 


■I nn 
1 .UU 


i Rn 4n 


2524 


c 1 


ALA 


574 


| 19.729 


\ 35.426 | 


43.176 I 


i i nn 
1 .UU 


R1 t^A 


2525 I 


0 J 


ALA 


574 


[ 20.402 I 


f\ AAA 

36.441 


a rs r\~7~7 i 

| 42.97/ 


h nn 
1 -UU 


i RP 14. i 


2526 


1 N 


1 VAL 


575 


| 18.447 


I 35.461 


An con 
43.535 


1 i nn 
1 .UU 


CO 11 i 
I DO. I 1 


I 2527 


| CA 


1 VAL 


575 


I 17.721 


36.716 


j 43.708 


i nn 
1 .UU 


R1 PP i 


I 2528 


CB 


VAL 


575 


j 16.214 


I 36.502 


! /IO COO 

43.529 


h nn 
1 .UU 


\ R1 11 


2529 


1 CGI 


VAL 


I 575 


I 15.500 


37.835 


• >l o ceo 

I 43.5bo 


i nn 
1 .UU 


R^ 4R I 


2530 


| CG2 


1 VAL 


I 575 


15.950 


35.795 


I An OH o 


1 nn 
I .UU 


i QR 


2531 


1 C 


VAL 


575 


17.970 


! 37.386 


I 45.0b%3 


i nn 
1 .UU 


R1 R7 

| D I .D / 


2532 


O 


VAL 


I 575 


j 18.242 


38.589 


45.119 


■l nn 
[ i .UU 


I R1 1R 


2533 


N 


[vi 


576 


] 17.866 


36.618 


j 46.148 


h nn 
1 .UU 


CO A A i 
J 00.*+*+ 


2534 


] CA 


] VfS 


576 


18.103 


37.169 


AT A~7~7 

All 


-\ nn 
1 .UU 


i R1 QO 


2535 


CB 


LYS 


576 


] 17.913 


36.120 


A O C"7C 

48. 57b 


i nn 
1 .UU 


I Rn fic, S 


2536 


CG 


LYS 


I 576 


| 16.569 


35.385 


t >l O COO 

j 48.63x3 


■i nn 
1 .UU 


RP 


2537 


1 CD 


1 LYS 


576 


1 1 6.370 


34.812 


I 50.045 


1.00 


| 61.64 I 


| 2538 


1 CE 


J LYS 


576 


1 5.453 


I 33.594 


50.101 


1.00 


61.27 


I 2539 


NZ 


LYS 


I 576 


16.134 


32.288 


49.785 


1.00 


60.24 


2540 




1 LYS 


576 


1 19.554 


37.616 


I 47.498 


1.00 


1 62.75 


| 2541 


1 ° 


"I LYS 


576 


1 19.966 


38.384 


48.367 


1.00 


1 59.51 


| 2542 


N 


1 TRP 


| 577 


20.320 


| 37.103 


j 46.534 


1.00 


64.04 


! 2543 


CA 


TRP 


577 


21.741 


37.407 


46.382 


1.00 


63.24 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al UM 


Al UM I Yrb 


RESIDUE 


# 


v 

A 


v 
Y 


T 

z 


cj 

B 


ATOM 


5 


2544 


Ud 


-p r~t r> 

TRP 


577 


OO A A~7 

22.447 


OC 077 

36.277 


45.610 


1 .00 


61.04 




DC A C 

2545 


Ola 


TRP 


577 


OO oco 

23.852 


oc c<o 
36.613 


AC H OO 

45.166 


H OO 

1.00 


OO OO 

62.92 




254b 


CU2 


TOD 

TRP 


577 


O A OO C 

24.285 


OC AHA 

36.919 


A O OOO 

43.828 


1.00 


59.92 


10 


2547 


r~o 

OE2 


Ton 

TRP 


577 


oc oo o 

25.663 


OT OHO 

37.212 


A O OOO 

43.892 


1.00 


60.22 




oc A o 

2548 


/"* CO 

1 CE3 


TOO 

TRP 


577 


OO oot 

23.637 


oo 

36.978 


42.584 


1.00 


61 .13 




2549 


CD1 


to n 

TRP 


577 


o a oco 

24.956 


OO TOO 

36.729 


45.958 


-4 A A 

1.00 


63.10 


15 


2550 


NE1 


TO O 

TRP 


577 


26.045 


O T OOO 

37.088 


45.201 


1.00 


58.91 


OCCH 

2551 


"TO 

OZ2 


TOO 

TRP 


577 


OO /I H H 

26.411 


OT C CT 

37.557 


A O TO O 

42.763 


A OO 

1 .00 


58.75 




2552 


CZ3 


TOO 

TRP 


C' J I 

577 


O A OTO 

24.378 


OT OOC 

37.325 


A A A O H 

41 .461 


1 .00 


63.87 




2553 


/-> II o 

OH2 


TD O 

TRP 


577 


OC "7P A 

25.754 


OT O H H 

37.611 


AH CCO 

41 .559 


H OO 

1.00 


O O OH 

60.61 


20 


2554 


O 


TD D 

TRP 


577 


A4 OOO 

21.923 


O O T H O 

38.719 


AC O O A 

45.634 


H OO 

1.00 


OO o o 

60.28 




occc 

2555 


O 


TOD 

TRP 


577 


OO OC A 

22.654 


OO C OT 

39.597 


AO OOO 

46.083 


H OO 

1 .00 


61.57 




OCCC 

2556 


Kl 

N 


A 1 A 

ALA 


r-70 

578 


OH OC 4 

21.251 


OO OOT 

38.837 


A A A OO 

44.490 


H OO 

1 .00 


OO TC 

60.75 


25 


2557 


/O A 

OA 


A 1 A 

ALA 


CTO 

578 


O H OOO 

21.338 


A O OOO 

40.032 


AO O O H 

43.661 


H OO 

1.00 


OO TO 

62.79 


2558 


CB 


A 1 A 

ALA 


CTO 

578 


OA COO 

20.522 


OO O A T 

39.847 


AO OOC 

42.395 


A OO 

1.00 


63.55 




occa 
2559 


O 


A 1 A 

ALA 


CTO 

578 


OA OOA 

20.869 


H OT A 

41 .274 


A A A AO 

44.409 


H OO 

1.00 


OO O A 

60.84 




2560 


o 


A 1 A 

ALA 


cto 

578 


O A O A T 

21.347 


A O OTO 

42.370 


44.156 


1 .00 


60.70 


xJU 


OCff H 

2561 


N 


LYS 


CTO 

579 


19.937 


AH HOC 

41.105 


A C OOO 

45.339 


HI OO 

1 .00 


62.74 




2552 


CA 


1 v/o 

LYS 


579 


H O A OO 

19.423 


AO OO A 

42.234 


AO H OT 

46.107 


H OO 

1 .00 


60.13 




oceo 

2563 


CB 


1 v/o 

LYS 


579 


18.016 


A H OOO 

41 .900 


A f\ r> a r\ 

46.640 


1 .00 


60.85 


35 


ore a 

2564 


CG 


LYS 


CTO 

579 


H O OOO 

16.969 


A H TOO 

41 .709 


A C COO 

45.532 


H OO 

1 .00 


OH OH 

61.81 


ococ 

2565 


CD 


LYS 


cto 

579 


H C TOCT 

15.725 


AO O A O 

40.942 


45.986 


1.00 


61.28 




2566 


oc 


LYS 


CTO 

579 


4 A OH O 

14.910 


A H TO A 

41 .704 


A T OOO 

47.020 


H OO 

1 .00 


OH OA 

61 .64 




OCC7 

2567 


NZ 


1 v/o 

LYS 


579 


H O TOO 

1 3.708 


A O OCO 

40.953 


AT A OO 

47.492 


A OO 

1 .00 


oo oo 

62.20 


40 


2bbo 


o 


1 v/o 

LYS 


579 


OO 0~70 

20.372 


AO O A O 

42.613 


AT OCO 

47.252 


A OO 

1 .00 


OO OT 

60.67 




2559 


O 


1 v/o 
LYS 


c^a 

579 


OA OC H 

20.251 


A O OOO 

43.683 


A T OOC 

47.835 


H OO 

1 .00 


CO oo 

59.96 




OC70 

2570 


N 


A 1 A 

ALA 


coo 

580 


O H OOO 

21 .322 


A H TOO 

41 .738 


A ~~7 C A 

47.564 


A OO 

1 .00 


CO o o 

59.98 


45 


25/1 


OA 


A 1 A 

ALA 


CO A 

580 


OO OOO 

22.268 


A O A H H 

42.011 


a o COA 

48.530 


A OA 

1 .00 


OA O T 

60.27 


0C70 

20/2 


OB 


A 1 A 

ALA 


CO A 

ooO 


OO "70 -1 

22. 721 


A A 7< O 

40.713 


A O OA A 

49.304 


H OO 

1 .00 


O A TO 

64.73 




25/o 


O 


A 1 A 

ALA 


C O A 

580 


OO CAC 

23.505 


A O TOO 

42.722 


A O AC A 

48.059 


H OA 

1 .00 


CO oo 

58.96 




9o74 

£.D f H 


n 


Al A 


oou 


94 0.4Q 


ytO OOQ 


Aft ftfil 


l .uu 




50 


2575 


N 


ILE 


581 


23.590 


42.738 


46.731 


1.00 


63.39 




2576 


CA 


ILE 


581 


24.690 


43.380 


46.030 


1.00 


60.52 




2577 


CB 


ILE 


581 


24.789 


42.908 


44.559 


1.00 


60.74 


55 


2578 


CG2 


ILE 


581 


25.911 


43.650 


43.840 


1.00 


63.37 




2579 


CG1 


ILE 


581 


25.069 


41.409 


44.494 


1.00 


60.26 




2580 


CD1 


ILE 


581 


24.930 


40.862 


43.091 


1.00 


61.59 
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TABLE 3 (continued) 



ATOM 


ATOM TYPE~|~~ 


RESIDUE 


r 


X 


V 
T 


Z 


B 


ATOM j 


2581 


C ] 


ILE 


581 I 


24.426 


A A R71 
44. 0/ O 


46 025 I 


1.00 


63.62 


2582 


o I 


ILE 


581 


23.418 


At; 19Q 


45 482 ! 


1.00 


63.59 


I 2583 


N | 


PRO 


582 I 


25.329 


/ic ece I 
4b.bb0 I 


46 634 * 


1.00 


62.76 J 


2584 


CD I 


PRO 


582 I 


26.596 


AC OC7 

4b.<£b/ 


47 270 


1.00 


63.28 J 


2585 


CA I 


PRO 


582 I 


25.162 


/it 1 

4/.IU4 


46 681 


1 00 


64.52 J 


I 2586 


CB | 


PRO 


582 I 


26.505 


/l"7 CQQ 

4 /.boy 


47 226 


1 00 


62.45 I 


J 2587 


CG j 


PRO 


582 I 


26.934 


40.4/ O 


48 106 


1 00 


59.21 J 


2588 


C I 


PRO 


582 I 


24.882 


4/.0O4 | 


45 298 1 


1.00 


62.22 


2589 


0 j 


PRO 


582 I 


25.518 




44 ^23 


1 00 


61 .69 J 


I 2590 


N j 


GLY 


583 I 


23.913 


4o.0DU 


4S 224 1 


1 00 


58.26 


2591 


CA I 


GLY 


583 I 


23.565 


4y.ioy j 


4Q Q65 


1.00 


59.81 


I 2592 


c I 


GLY 


583 j 


22.640 


a q A A£\ 1 
48.440 


4^ 028 


1 00 


61.92 


2593 


0 I 


GLY 


583 I 


22.231 


AO HA9 

4y.uu^ 


42 024 1 


1.00 


58.88 


2594 


N f 


PHE 


584 I 


22.302 


47. ^LM 


4^ ^P7 


1 00 


62.92 


2595 


CA 


PHE 


584 I 


21.418 


4b.4oy 


49 4^8 ' 


1 00 


61.83 


2596 


CB I 


PHE 


584 I 


21.563 | 


A A QCO 1 

44.ybo 


49 877 


1 00 


62.46 I 


I 2597 


CG 


PHE 


584 


20.863 ! 


/I /I -I f**/1 ^ 

44.1U4 




1 00 


57.96 


I 2598 


CD1 


phI 


584 


21 .406 


AO. 091 


40 390 


1.00 


63.14 


2599 


I CD2 


| PHE 


584 


1 9.646 


4o.b14 


41 Q^8 


1 00 


62.84 I 


2600 


cil 


phI 


584 


20.746 


An 4 cc 


417 


1 00 


61.42 


j 2601 


CE2 


phI 


584 


18.980 


4zi./oy 


4H QQ1 


I 1 00 


60.47 


2602 


1 ^ 


j phI 


584 


j 19.533 


4^. bob 


IQ 717 


i 1 oo 


59.28 


2603 


1 C 


1 PHE 


584 


i 19.958 


1 AG. QQQ 
40.000 


1 42 624 


i 1 00 


60.13 


2604 


1 0 


| PHE 


584 


19.210 


4b.yyt> 


! 41 


I 1 00 


61.49 
1 60.78 


|2605 


1 N 


ARG 


585 


• 19.561 


A~7 1 


41 870 


1 1.00 




I 2606 


j CA 


j ARG 


585 


\ 18.190 


47. bob 


! 44 180 


I 1 00 


63.10 


2607 


CB 


ARG 


585 


17.832 


A~7 OCQ 


1 4 C 827 


1 1 00 


I 59.03 


2608 


1 CG 


1 ARG 


585 


17.716 


AC 7C7 

j 4b. /b/ 


4 C Q41 


! 1 oo 

1 It \df V 


57.77 


j 2609 


1 CD 


\ ARG 


585 


17.222 


a c A~7R 

4b.4/b 


47 16 c 


1 1 00 


61.69 


| 2610 


| NE 


| ARG 


585 


1 5.825 


I AK QCQ 

4b.obo 


47 S87 


] 1 00 


62.10 
1 62.77 


2611 


1 02 


j ARG 


585 


S 14.800 


I /IC AQO 

j 4b. 4y^ 


46 817 


1.00 




|2612 


NH1 


ARG 


585 


14.996 


44.724 


45.744 


1.00 


60.63 


2613 


1 NH2 


1 ARG 


585 


1 13.569 


45.893 


47.126 


1.00 


j 59.26 


2614 


1 ° 


j ARG 


585 


1 17.952 


48.996 


43.843 


1.00 


59.85 


2615 


0 


ARG 


585 


16.833 


49.487 


43.965 


1.00 


61.84 


2616 


I ^ 


| ASN 


586 


"1 19.003 


49.689 


43.424 


1.00 


60.92 


I 2617 


1 _ CA ' 


"1 ASN 


586 


1 18.871 


51 .094 


43.090 


1.00 I 62.56 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 

Al UM 


AIUM I Yrb 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


l o 


Ub 


ASN 


t~ f\ s> 

586 


19.987 


51 .892 


4 O ~T A O 

43.740 


A O O 

1.00 


CO O A 

59.81 




oc< o 
2619 




ASN 


586 


oo o^o 

20.079 


rJ OOO 

51 .620 


» C O A Ct 

45.218 


1.00 


62.07 




2620 


/"\C\ -4 

UU1 


A OK 1 

ASN 


coo 

586 


OO "74 >4 

20.714 


CO OCA 

50.651 


AC O A A 

45.641 


A OO 

1 .00 


OO OO 

62.28 


10 


2521 


KIPlO 

NU2 


A OK 1 

ASN 


586 


A O j(H C 

19.41 5 


CO A CO 

52.452 


i A O 4 O 

46.018 


A OO 

1.00 


56.67 




2622 


o 
C 


A OK 1 

ASN 


r f\ r\ 

586 


JO o o c 

18.865 


C 4 O^ 4 

51.271 


41 .592 


1.00 


63.34 




OOOO 

2623 


o 


A O k 1 

ASN 


586 


19.054 


CO ooo 

52.363 


41 .068 


1.00 


60.96 


15 


OOO j< 

2624 


KI 


LEU 


587 


18.648 


50.163 


40.907 


1.00 


62.25 


2625 


CA 


LEU 


587 


4 o C C 4 

18.551 


CO woo 

50.166 


39.467 


1.00 


60.33 




2626 


CB 


i r~ i i 

LEU 


587 


19.304 


A O O-T -i 

48.971 


38.887 


1.00 


63.97 




O O "7 

2627 


CG 


LEU 


587 


20.823 


49.075 


38.847 


1.00 


59.84 


20 


2628 


CD1 


LEU 


587 


o 4 i j a 

21.410 


47.701 


38.948 


1.00 


62.41 




2629 


CD2 


■ r — i i 

LEU 


587 


21.262 


49.748 


37.572 


1.00 


A A O 

64.48 




2630 


C 


i f~ ■ i 
LEU 


C" O ~7 

587 


17.053 


CO ooo 

50.008 


39.259 


A OO 

1 .00 


AJ 4 O 

61.19 


25 


2631 


O 


i ci i 

LEU 


C" 0~7 

587 


4 /■« OCC 

16.355 


in e A A 

49.541 


4 O 4 O > 

40.164 


4 OO 

1 .00 


O 4 O^ 

61 .87 


2632 


N 


HIS 


r~ n 

588 


1 6.556 


50.400 


38.090 


1 .00 


63.05 




2633 


CA 


1 lip 

HIS 


588 


j /- j oo 

15.130 


co ooo 

50.288 


o~r OOO 

37.829 


1.00 


58.93 




2634 


CB 


l_l 1 o 

HIS 


c O o 

588 


4 j( "TAT 

1 4.797 


50.621 


36.371 


1.00 


62.93 




2635 


CG 


HIS 


588 


13.338 


CO O^ A 

50.871 


OO 4 04 

36.131 


4 OO 

1 .00 


O A A A 

61.44 




2636 


CD2 


HIS 


c rt o 

588 


12.679 


51 .990 


35.745 


1.00 


61 .68 




2637 


ND1 


HIS 


r- o o 

588 


12.369 


a f\ a j o 

49.912 


36.344 


1.00 


^ f\ cars 

59.82 


35 


OOO O 

2638 


CE1 


LI 1 O 

HIS 


coo 

588 


11.178 


50.431 


36.101 


1.00 


59.25 


oo o o 

2639 


k t r - o 

NE2 


1 1 1 o 

HIS 


r no 

588 


11.339 


51 .691 


35.736 


1.00 


r~ 4 4 

58.14 




oo o 

2640 


C 


HIS 


coo 

588 


A A "7A O 

14.723 


a r\ ooo 

48.860 


OO •< OO 

38.128 


A OO 

1 .00 


O 4 /I 4 

61.41 




2641 


o 


II 1 o 

HIS 


coo 

588 i 


■4 C C 4 C 

15.515 


A —T A 1A 

47.942 


37.948 


1 .00 


59.96 


40 


OO yl O 

2642 


N 


LEU 


coo 

589 


1 3.492 


JA ooc 

48.686 


OO coo 

38.598 


A OO 

1 .00 


CO o o 

59.88 




2643 


0» A 

CA 


i r~ i i 
LEU 


coo 

589 


4 O 0~7 A 

12.974 


47.370 


38.929 


1 .00 


61 .54 




2644 


CB 


i i~ 1 1 
LEU 


589 


4 A OOO 

1 1 .602 


ii ^ coo 

47.509 


oo coo 

39.599 


A OO 

1.00 


60.80 


45 


O C A C 

2645 j 


CG 


i i — 1 1 
LEU 


coo 

589 i 


-i /% ooo 

10.980 


A O OO^ 

46.337 


j| o OOT 

40.367 


4 OO 

1 .00 




62.36 


Of? A O < 

2646 j 


CD1 


1 CI 1 

LEU 


coo 

589 


A O AilA 

10.643 


A C 4 OO 

45.192 


39.424 


1 .00 


59.67 




2647 


CD2 


1 CI 1 

LEU 


coo 1 

589 


4 4 OO A 

11 .934 


ji C O 0"7 

45.887 


A A A A r\ 

41 .449 


A OO 

1.00 


O 4 O O 

61 .30 








i ci i 

LtU 




A O Qf>7 


AC CCO 


o/ .b4U 


1 .UU 


CO 7Q 

bU./o 


50 


2649 


0 


LEU 


589 


12.841 


45.332 


37.667 


1.00 


59.26 




2650 


N 


ASP 


590 


12.811 


47.254 


36.507 


1.00 


62.77 




2651 


CA 


ASP 


590 


12.714 


46.574 


35.222 


1.00 


59.61 


55 


2652 


CB 


ASP 


590 


12.172 


47.516 


34.154 


1.00 


60.63 


2653 


CG 


ASP 


590 


10.676 


47.476 


34.060 


1.00 


60.64 




2654 


OD1 


ASP 


590 


10.031 


47.099 


35.060 


1.00 


66.03 
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TABLE 3 (continued) 



ATOM 


ATOM TYPE 


2655 


OD2 


2656 | 


c 


2657 I 


0 " 


2658 


N 


2659 


CA " 


2660 


CB 


2661 


| CG 


I 2662 


OD1 


I 2663 


1 OD2 



2666 
2667 
2668 



2669 
2670 



2671 
2672 



2673 
2674 
2675 



2676 
2677 



2678 



2679 



2680 



2681 

2682 

2683 



2684 



2685 



2686 

2687 

2688 

2689 

2690 

2691 



N 



CA 
CB 



CG 
CD 

"oil 

TJE2 



N 



CA 
~CB 



CG 
SD 



CE 



N 



CA 



CB 



OG1 
CG2 



N 



CA 



RESIDUE 
ASP 
ASP 
ASP 
ASP 
ASP 
ASP 



ASP 



ASP 
ASP 
ASP 
ASP 
GLN 



590 
590 
590 
591 
591 
591 
591 



591 
591 
591 
591 



GLN 
GLN 



592 



592 
592 



GLN 
GLN 
GLN 
GLN 



GLN 
GLN 



MET 



MET 



MET 



MET 
MET 



592 
592 
592 
592 



592 
592 



593 



593 



593 



593 
593 



MET 



MET 



MET 
THR 



593 



593 



THR 



593 
594 



THR 



THR 
THR 
THR 
THR 



LEU 



LEU 



594 



594 



594 



594 



594 
594 
595 



595 



X I 


Y I 


Z 


10.140 [ 


47.830 I 


32.989 


14.077 I 


46.079 I 


34.801 


14.194 


45.131 


34.020 


15.109 


46.734 


35.319 


16.481 


[ 46.364 


| 34.993 


17.425 


47.557 


35.224 


17.174 


48.709 


34.250 


16.782 


48.445 


33.092 



B 
1.00 
1.00 



ATOM 
62.74 
64.03 



1.00 
1.00 
1.00 
1.00 



1.00 
1.00 



17.393 49.877 I 34.639 | 1-00 



16.937 45.160 35.813 j 1-00 



! 7.642 44.292 35.306 [ 1.00 



16.51 



5 I 45.120 37.075 1.00 



_ 1 6.852 44.035 37.981 | 1.00 



16.145 4 4.209 39.327 1.00 
16.268 45.571 39.962 1.00^ 
15.991 45.536 [ 41.460 | 1.00 



"l 5.303 44.641 41.967 | 1-00 



^16.522 I 46.518 42.176 ["LOO 



16.40 9 I 42 ^ 
17.034 41.668 p37.606 I 1.00 



15.319 



1 4.756 41.575 35.977 | 1-00 



13.257 41.746 35.768 | 1-00_ 



12.401 41.411 36.969 | 1-00 



10.676 41.232 36.456 | 1-00 



"^386 40.068 34.241 1-00 



15.904 42.235 33.948 [ 1-00 



16.541 42.008 32.655 1-00 
16.828 43.335 31.932 1.00 



15.726 44.234 



17.026 43.086 



17.865 41.305 



18.184 40.287 



18.634 41.865 



19.924 41.308 



32.127 1.00 



30.435 1-00 



61.02 
61.76 
61.72 
60.28 



32.902 1.00 



32.274 1.00 



33.829 1.00 



34.184 



66.48 
56.28 
63.43 



1.00 



60.81 



61.99 



59.60 



59.54 



60.92 



63.19 
61.96 
59.41 



61.73 



711 I 37.376 1 00 58 77 



60.09 



42.762 36.611 1 .00l_61 



61.89 



60.29 



61.65 



61.69 



62.68 



60.78 



10.249 I 42.940 36.274 1.00 

I 41.229 j 34.645 |TooJ__J^ 

61.16 



59.97 



61.96 
61.57 



61.11 



62.41 



63.83 



62.47 
61.96 



1 



62.86 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al Ulvl 


Al vJM 1 Yrb 


RESIDUE 


# 


v 
A 


v 
Y 


Z 


D 


ATOM 


5 


2by2 




LEU 


coc 

595 


on cqc 
20. ODD 


/IO H 70 

42.1 /2 


oc occ 

35.265 


h nn 
1 .00 


C H A O 

61 .42 




OCQO 

2by 6 


GG 


LEU 


cor 

595 


on no7 
20.937 


vtO C A C 

43.bl5 


0 ji 00c 
34.885 


h nn 

1.00 


CO H H 

63.11 




Odd A 

2by4 


GUI 


i rr i i 

LEU 


c o r~ 

595 


oh con 
21 .680 


yl y» 0"7C 

44.276 


oc no a 

36.031 


a nn 

1.00 


co a n 

63.10 


10 


ocnc 

2b95 


GU2 


LEU 


CO c 

595 


o 4 ~to ■< 

21.791 


/I O CO A 

43.634 


00 coc 

33.636 


H OO 

1.00 


CO AC 

59.45 




2b9b 


c 


I r~i i 

LEU 


coc 

595 


H O "7 O VI 

19.784 


00 O CO 

39.859 


34,660 


H OO 

1 .00 


C H r" 0 

61 .56 




2697 


O 


i i — 1 1 
LEU 


coc 

595 


on a o o 

20.438 


OO OCO 

38.960 


r\ a a OC 

34.136 


H OO 

1 .00 


CO H f- 

62.15 


15 


ocno 


Kl 
IN 


LbU 


r- oc 

596 


4 o oon 

18.920 


OO coo 

39.629 


or c a n 

35.640 


H OO 

1 .00 


CO 00 

63.33 


ocnn 
2699 


OA 


LEU 


596 


18.728 


OO OOO 

38.283 


OC H CC 

36.156 


H OO 

1.00 


C H OC 

61 .25 




2/00 


GB 


LEU 


coc 

596 


A OOO 

17.830 


OO OHO 

38.313 


r\—f r> 0 —7 

37.387 


A OO 

1.00 


CO CO 

59.50 




2701 


GG 


i ci i 
LEU 


coo 

596 


4 O C A O 

18.518 


OO A CO 

38.469 


OO 70C 

38.735 


H OO 

1 .00 


CO CC 

63.65 


20 


0~7nO 

2702 


GUI 


i ci i 
LbU 


596 


A ~7 AO A 

I 1 7.484 


00 007 

38.837 


OO "7 CO 

39.769 


H OO 

1 .00 


CO 00 

60.39 




2703 


GU2 


i tri i 
LbU 


cap 

596 


4 r\ OOO 

1 9.232 


0"7 A OO 

37.190 


OO A OO 

39.109 


A OO 

1 .00 


CO H O 

62. 1 8 




2/04 


G 


1 CI 1 

LbU 


coc 

596 


H O H CO 

18.159 


0~7 OOO 

37.293 


OC A a r\ 

35.140 


a on 

1 .00 


C"7 A C 

57.46 


25 


2/05 


u 


1 CI 1 

LbU 


596 


H 0 OOC 

1 8.306 


OC 0~70 

36.079 


OC OHO 

35.310 


H OO 

1.00 


CO OO 

60.98 


07A C 

2706 


N 


GLN 


597 


1 7.507 


0~7 OOO 

37.800 


O VI OOC 

34.095 


H OO 

1.00 


CO O A 

60.24 




2/0/ 


UA 


/"* 1 Kl 

GLN 


597 


A C OH C 

16.915 


OC oco 

36.953 


OO occ 

33.055 


H OO 

1 .00 


CO OO 

59.39 




2/08 


UD 


/"N 1 K I 


CA7 

597 


H c 707 

1 5.727 


o~7 ccn 

37.660 


OO A A O 

32.413 


A OO 

1 .00 


CO oc 

63.86 


JU 


2709 




GLN 


co-7 

597 


4 j J O H 

14.431 


0"7 COO 

37.528 


OO H "7 H 

33.171 


H OO 

1.00 


CO 00 

63.29 




07H n 

271 0 


GU 


1 Kl 

GLN 


597 


A O OO C 

13.365 


OO A CC 

38.466 


00 c yJ 0 

32.648 


A OO 

1 .00 


CO O A 

58.84 




2/1 I 


Ubl 


O 1 Kl 

GLN 


CO~7 

597 


H 0 OOO 

1 3.389 


OO 070 

38.873 


OH A O A 

31 .484 


H OO 

1.00 


C A A A 

61 .11 


35 


o~7H o 
2712 


Nh2 


1 Kl 

GLN 


597 


HO AAA 

12.414 


OO O H H 

38.811 


00 roc 

33.505 


H OO 

1.00 


CO 0 0 

60.83 


07H o 

271 3 


G 


Kl 

GLN 


597 


17.927 


oc con 

36.620 


O H 0*70 

31.973 


H OO 

1 .00 


CO ~7C 

60.76 




0"7H vl 
2/14 


u 


Kl 

GLN 


597 


H "7 OOO 

1 7.829 


OC CO"7 

35.597 


O A OOO 

31 .302 


H OO 

1 .00 


CO CO 

63.58 




0"7H c 

2/1 5 


N 


TYR 


en o 

598 


A O OOO 

1 8.900 


0~7 COH 

37.501 


OH OOC 

31 .806 


a on 

1 .00 


CO 00 

59.20 




0"7H C 

2/1 D 


OA 


TVD 

1 YH 


598 


A O OOO 

19.923 


o~7 OH C 

37.315 


00 00*7 

30.807 


h nn 

1 .00 


C A AO 

61 .48 




2/1 / 


Ub 


Tun 

1 YH 


cno 
598 


on 0*70 
20.378 


00 C"7Q 

00. 678 


on OH H 

30.311 


h nn 
1 .00 


C A OC 

64.95 




071 Q 

2/1 o 


GG 


1 YH 


coo 

598 


A 0 OC A 

1 9.3b4 


00 a n~7 
39.40/ 


OO A CC 

29.4bb 


h nn 
1 .00 


CO OO 

59.33 


45 


07i Q 

2/19 


GUI 


T\/D 

1 YH 


coo 
598 


ho h a n 
1 8.11 9 


OO OA A 

00. 844 


on H "7*7 

29.1 77 


a nn 
1 .00 


CO H C 

59.16 


070A 

2/20 


Obi 


1 YH 


cno 
598 


H "7 OH O 
1 /.21 3 


on a nc 
39.49b 


OQ O/t A 

28.344 


h nn 
1 .00 


CO O A 

62.34 




0701 

2/21 


GU2 


TVD 

1 YH 


cno 
598 


H Q C70 

i y.o/o 


An a ac 
40.b4o 


00 ono 
26.903 


h nn 
1 .00 


CO AO 

58.48 






rco 


TYR 


oyo 


1 ft 771 


41 ^n*} 

*t I .ouo 


9ft HP.7 


1 nn 
I .uu 


A1 1 9 


50 


2723 


cz 


TYR 


598 


17.551 


40.721 


27.794 


1.00 


63.18 




2724 


OH 


TYR 


598 


16.680 


41.371 


26.960 


1.00 


63.83 




2725 


C 


TYR 


598 


21.130 


36.532 


31 .320 


1.00 


63.31 


55 


2726 


O 


TYR 


598 


21.850 


35.900 


30.550 


1.00 


62.59 




2727 


N 


SER 


599 


21.356 


36.554 


32.623 


1.00 


62.16 




2728 


CA 


SER 


599 


22.511 


35.859 


33.157 


1.00 


62.80 
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ATOMIC COORDINATES FOR THE GR/T1F2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE | 


RESIDUE 


# | 


X 


Y 


•7 

L 


0 

D 


ATOM ! 


2729 I 


CB I 


SER 


599 1 


23.420 I 


36.885 


00.040 


1 nn 


fiO 71 


2730 I 




SER 


599 1 


22.660 


OT Ci A C 

37.845 | 


o4.obU 


\ .UU 


fiO 75 


2731 | 


C I 


SER 


599 | 


22.245 


34.678 


OA noo. 

o4.uyo 


1 nn 


60 81 I 

uu , \j 1 


2732 I" 


o I 


SER 


599 1 


23.183 I 


34.104 


34. Dob 


-i nn 
I .uu 


0 / ■ JO { 


2733 


N I 


TRP 


600 1 


20.986 I 


34.293 ] 




i nn 


fi2 86 1 


I 2734 I 


CA I 


TRP 


600 1 


20.683 I 


33.187 j 


35.1 oU 


1 nn 
I .uu 


UU.OJ 


2735 [ 


cl I 


TRP 


600 1 


19.186 I 


32.813 | 


OC H Oyl 

35.134 


i nn 
1 .UU 


fin ft4 i 


2736 I 


CG | 


TRP 


600 


18.745 I 


32.104 j 


OO OQ7 
OO.OOf 


1 nn 
1 .uu 


fi1 86 


I 2737 I 


CD2 I 


TRP 


600 1 


18.561 I 


30.697 


nn 70C 

33.7^0 


a nn 
1 .uu 


R1 fiO 


2738 I 


cii f 


TRP 


600 


18.300 I 


30.461 [ 


32.36V 


1 nn 
l .uu 


fi4 40 


I 2739 I 


CE3 | 


TRP 


600 1 


18.599 I 


29.611 


34.602 


i nn 
I .uu 


cq 7c: 


2740 


CD1 I 


TRP 


600 1 


18.574 


32.653 | 


no en 

32.650 


h nn 
1 .UU 


fin na 1 

UU.UO 1 


2741 


NE1 


TRP 


600 1 


18.311 I 


31 .672 


o 1 ./ ^4 


1 nn ' 
\ .uu 


13 I 


2742 


CZ2 J 


TRP 


600 


18.085 I 


29.182 


31 .854 


h nn 
i .uu 


fi1 8P 


2743 I 


CZ3 


TRP 


600 J 


18.383 I 


28.342 


34.097 


■1 nn 
1 .UU 


fi°, m I 


I 2744 


CH2 


TRP 


60oJ 


18.131 


28.137 


32.7 of 


i nn 
1 .UU 


fi° "11 


2745 


c I 


TRP 


600 


21.523 


31.963 


34.848 


i nn 
1 .UU 


fi1 7^ 


I 2746 


o 


TRP 


600 


21.973 


31 .238 


35.732 


^ nn 
1 .UU 


fin Q1 i 


2747 


N 


MET 


601 


21.761 


31 .749 


33.564 


4 nn 
1 .UU 


fi° 84. 


2748 


CA 


mIt 


601 


22.504 


30.591 


I OO H "TO 

33.172 


a nn 
1 .UU 


fin 1Q 


2749 


ci 


| MET 


601 


22.084 


30.133 


31 .794 


■i nn 
1 .UU 


fi1 


I 2750 


| CG 


I MET 


601 


22.616 


28.786 


o-i iino 

31 .496 


a nn 
1 .UU 


fi^ n7 

OO.U/ 


2751 


| SD 


I MET 


601 


I 21 .595 


27.427 


I O A A&C 

31 .465 


^ nn 
1 .UU 


fiP 


2752 


CE 


MET 


601 


22.357 


26.773 


1 OO (T OO 

32.529 


i nn 
1 .UU 


fin 74 


2753 


I ^ 


] meet 


601 


1 24.008 


1 30.766 


1 00 0 >i 0 
33.243 


i nn 
I .UU 


R1 

D 1 .OO 


I 2754 


I 0 


I MET 


601 


24.732 


j 29.790 


i 00 orn 
33.o9i 


1 nn 
1 .uu 


RP 01 


I 2755 


I N 


SER 


602 


I 24.483 


32.002 


33.14b 


4 nn 
1 .UU 


fi4 

O57.0*t 


2756 


| CA 


SER 


602 


25.914 


1 32.253 


00 00*7 
33.227 


h nn 
1 .UU 


fi1 8R 

D ! .OO 


I 2757 


I CB 


SER 


602 


I 26.249 


j 33.637 


t OO C7C 

32.675 


i nn 
1 .UU 


fi^ 1 ? 


2758 


| OG 


[ SER 


602 


; 27.643 


! 33.887 


1 OO ~7AC 

3<£.74b 


1 nn 
1 .uu 




I 2759 


I C 


SER 


602 


26.356 


1 32.163 


34.684 


1 .00 


bo. i y 


I 2760 


0 


SER 


602 


27.478 


31.765 


34.976 


1.00 


59.89 


2761 


I ^ 


1 lIu 


603 


1 25.452 


32.537 


1 35.588 


1.00 


59.89 


2762 


1 CA 


1 LBJ 


603 


1 25.703 


I 32.527 


37.027 


1.00 


63.05 


2763 


1 ci 


1 [iu 


603 


1 24.673 


33.41 3 


37.748 


1.00 


60.06 


2764 


| CG 


1 [iu 


603 


1 24.752 


34.936 


1 37.606 


1.00 


58.80 


! 2765 


1 CD1 


LEU 


603 


1 23.591 


35.588 


38.334 


1.00 


59.17 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al VJM 


ATA ft J TVDC 


RESIDUE 


# 


v 

A 


Y 


Z 


B 


ATOM 


5 


07CC 
2/DO 


L/U2 


LEU 


000 

603 


OC OC H 


orr a 00 

35.422 


38.175 


1.00 


63.89 




07C7 

2/b/ 


L* 


LEU 


603 


25.624 


31 .118 


37.586 


4 00 

1.00 


00 00 
60.06 




07CD 

2/bo 


U 


LEU 


603 


00 007 
26.337 


00 t r" 0 

30.753 


38.519 


1.00 


58.30 


10 


2/69 


M 

N 


MET 


604 


24.745 


30.323 


A— L ^ f\t*\ A 

37.004 


1.00 


62.50 




2770 


CA 


ft A 1 1 

MET 


604 


24.565 


28.967 


37.468 


1.00 


61 .20 




077H 

2771 


CB 


ft A 1 1 

MET 


^*i X*\ A 

604 


23.151 


28.541 


37.166 


1.00 


59.34 


15 


0770 

£77 £ 


/***/■*• 


ft a 1 — r 

MET 


604 


00 4 or 

22.185 


28.879 


38.247 


1.00 


61.83 


2/ /o 




MET 


604 


22.61 0 


OS*V AAA 

30.141 


Ann 

39.388 


1.00 


A*% Af\ Af\ At\ 

62.09 




r\—T—r A 

2774 


CE 


ft A t 1 

MET 


604 


OO -4 TO 

22.173 


29.285 


40.731 


1.00 


A-\ Amy * A 

60.68 




077C 

2775 


C 


MET 


604 


25.578 


28.009 


36.879 


1 .00 


61.48 


20 


OT7C 

2776 


O 


MET 


604 


0 c ooo 

25.989 


27.048 


37.536 


1 .00 


60.91 




O /~7~7 

2777 


kl 


A 1 A 

ALA 


605 


0 fr oo rt 

25.988 


28.292 


35.646 


1.00 


58.39 




0-7-70 
2/78 


CA 


A i A 

ALA 


605 


Art OTO 

26.970 


27.493 


34.943 


1 .00 


62.30 


25 


2779 


CB 


A 1 A 

ALA 


605 


OO OO >l 

26.934 


27.812 


33.472 


1.00 


63.55 


2780 


C 


A 1 A 

ALA 


605 


OO O > 4 

28.341 


27.820 


35.502 


1.00 


fX i~X A 

63.47 




2/81 


i*N 
U 


A 1 A 

ALA 


605 


29.194 


OS* f\ A A 

26.944 


35.590 


1 .00 


60.63 




0700 

2782 


N 


r~»i 1 r — 

PHE 


606 


O O C A 

28.546 


00 ooo 

29.082 


/*«i 0 f\t*\ 

35.882 


1 .00 


60.75 




0*700 
2783 


CA 


PHE 


606 


00 o 0 /*» 
29.832 


29.536 


36.411 


1.00 


62.24 




2/84 


CB 


n 1 j r - 

PHE 


606 


00 nr^ 

29.951 


31 .059 


36.300 


1.00 


y*> #—» > J 

65.41 




070C 

2785 


CG 


PHE 


606 


0 4 AJ A 

31.316 


31.606 


36.663 


1 .00 


64.45 


35 


2786 


CD1 


PHE 


606 


00 A r\ a 

32.424 


31 .375 


n l~ fi A f\ 

35.848 


1 .00 


62.88 


2/87 


CD2 


PHE 


s>o^> 
606 


31 .483 


32.388 


37.802 


1.00 


61.45 




0700 

2/88 


CE1 


ni it— 

PHE 


606 


00 ^on 

33.668 


0 a rt a n 

31 .919 


00 ^ 00 
36.162 


A OO 

1 .00 


61 .89 




2789 


CE2 


PHE 


606 


32.725 


32.931 


38.120 


1 .00 


63.04 


40 


2/9U 




PHE 


606 


OO 04 Jl 

33.814 


OO ffrtA 

32.696 


37.296 


1.00 


fX fx A *-*T 

66.17 




2/91 


O 


r*>i 1 1~~ 

PHE 


s>oo 
606 


OO O A A 

30.044 


OO O A 

29.121 


/*\----f f-j r A 

37.851 


1.00 


64.34 ' 




0*700 
2/92 


O 


r* u 1 r~ 

PHE 


606 


O A A C A 

31.154 


OO ~7 A 

28764 


OO OO A 

38.234 


1 .00 


f\ A f\ A 

61 .04 


45 


0*700 
2/9o 


Kl 

N 


A 1 A 

ALA 


607 


00 nm 

28.997 


OO A OO 

29.180 


00 r> a 

38.661 


1.00 


9— f\ r> 0 

59.38 


0*70/1 

2/94 


OA 


A 1 A 

ALA 


607 


OO AAA 

29.144 


OO "I J A 

28771 


A 0 ni7 

40.047 


A OO 

1 .00 


04 00 
61.90 




2/95 




A 1 A 

ALA 


607 


ot orro 

27.953 


OO OO A 

29.224 


a r\ nor 

40.865 


A OO 

1 .00 


58.55 




£■ / C7U 




ALA 


DU/ 


OQ OCQ 


07 9/1 ft 
£.1 .d**0 


>in 07Q 
4U.U/0 


1 nn 
i .uu 


CO OO 

00. 2o 


50 


2797 


O 


ALA 


607 


29.912 


26.681 


40.953 


1.00 


60.68 




2798 


N 


LEU 


608 


28.656 


26.571 


39.110 


1.00 


61.24 




2799 


CA 


LEU 


608 


28.771 


25.121 


39.086 


1.00 


60.02 


55 


2800 


CB 


LEU 


608 


27.928 


24.526 


37.958 


1.00 


62.86 




2801 


CG 


LEU 


608 


27.703 


23.018 


37.693 


1.00 


60.90 




2802 


CD1 


LEU 


608 


27.926 


22.923 


36.222 


1.00 


62.46 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


2803 


CD2 


LEU 


608 


28.630 


22.033 


38.439 


1.00 


60.02 


2804 


C 


LEU 


608 


30.240 


24.783 


38.858 


1.00 


61.60 


2805 


O 


LEU 


608 


30.758 


23.870 


39.479 


1.00 


62.78 


2806 


N 


GLY 


609 


30.917 


25.511 


37.974 


1.00 


63.89 


2807 


CA 


GLY 


609 


32.319 


25.229 


37.746 


1.00 


60.11 


2808 


C 


GLY 


609 


33.143 


25.391 


39.018 


1.00 


61.05 


2809 


O 


GLY 


609 


34.080 


24.631 


39.266 


1.00 


62.95 


2810 


N 


TRP 


610 


32.783 


26.374 


39.838 


1.00 


62.51 


2811 


CA 


TRP 


610 


33.499 


26.652 


41 .073 


1.00 


63.33 


2812 


CB 


TRP 


610 


32.917 


27.885 


41 .741 


1.00 


59.08 


2813 


CG 


TRP 


610 


33.617 


28.226 


43.008 


1.00 


60.29 


2814 


CD2 


TRP 


610 


34.910 


28.821 


43.127 


1.00 


61.56 


2815 


CE2 


TRP 


610 


35.194 


28.930 


44.501 


1.00 


59.81 


2816 


CE3 


TRP 


610 


35.860 


29.273 


42.200 


1.00 


57.77 


2817 


CD1 


TRP 


610 


33.178 


28.002 


44.279 


1.00 


61.04 


2818 


NE1 


TRP 


610 


34.121 


28.423 


45.183 


1.00 


63.24 


2819 


CZ2 


TRP 


610 


36.387 


29.472 


44.973 


1.00 


58.16 


2820 


CZ3 


TRP 


610 


37.048 


29.811 


42.670 


1.00 


62.09 


2821 


CH2 


TRP 


610 


37.301 


29.905 


44.043 


1.00 


63.07 


2822 


c 


TRP 


610 


33.516 


25.510 


42.073 


1.00 


62.56 


2823 


0 


TRP 


610 


34.554 


25.205 


42.662 


1.00 


62.85 


2824 


N 


ARG 


611 


32.360 


24.896 


42.288 


1.00 


64.01 


2825 


CA 


ARG 


611 


32.268 


23.784 


43.222 


1.00 


61.00 


2826 


CB 


ARG 


611 


30.803 


23.396 


43.440 


1.00 


60.82 


2827 


CG 


ARG 


611 


29.973 


24.437 


44.180 


1.00 


60.63 


2828 


CD 


ARG 


611 


28.568 


23.899 


44.480 


1.00 


63.65 


2829 


NE 


ARG 


611 


27.830 


23.608 


43.250 


1.00 


60.05 


2830 


CZ 


ARG 


611 


27.228 


24.528 


42.498 


1.00 


61.48 


2831 


NH1 


ARG 


611 


27.255 


25.811 


42.853 


1.00 


62.30 


2832 


NH2 


ARG 


611 


26.638 


24.175 


41 .365 


1.00 


62.30 


2833 


C 


ARG 


611 


33.049 


22.606 


42.648 


1.00 


64.56 


2834 


O 


ARG 


611 


33.712 


21 .854 


43.373 


1.00 


59.80 


2835 


N 


SER 


612 


32.971 


22.467 


41.329 


1.00 


60.03 


2836 


CA 


SER 


612 


33.664 


21.403 


40.624 


1.00 


62.69 


2837 


CB 


SER 


612 


33.312 


21 .451 


39.141 


1.00 


60.54 


2838 


OG 


SER 


612 


31.976 


21 .038 


38.947 


1.00 


61.90 


2839 


C 


SER 


612 


35.163 


21 .542 


40.815 


1.00 


60.18 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATPiM 
Ml vJM 


ATPllUl TV DC 

Al vJlvi 1 Yrt 


KbolUUb 




v 
A 


Y 


T 

z 


D 

D 


Al (JM 


5 


on/in 


p, 


CCD 

otri 


C H O 

612 


OC QAO 

oo.o4Z 


on cot 
20.597 


yi h onn 
41 .209 


a\ nn 
i .00 


CO oc 

62.35 




Zo41 


M 


TVD 

1 YH 


613 


OC ceo 

35.663 


OO TOO 

22.738 


40.538 


■a nn 

1.00 


cn oc 

59.25 




no a o 
Zo4Z 


pa 


1 YH 


OHO 

613 


OT r\"7 /I 

37.074 


oo nco 

23.058 


A f\ OTT 

40.677 


h nn 

1 .00 


on co 

60.56 


10 


2o4o 


pn 


TVD 

1 YH 


OHO 

613 


37.265 


O/l CO/4 

24.534 


jin O H H 

40.311 


A AA 

1 .00 


OO A O 

63.42 




2o44 


pp 
Ob 


TVD 

1 YH 


oho 

613 


no C| C 

38.515 


OC O H C 

25.215 


it o ooo 

40.829 


H OO 

1 .00 


OO A A 

66.04 




2845 


bUl 


TYR 


613 


39.771 


24.631 


40.692 


4 A A 

1 .00 


61.54 


15 


OQX C 

Zo4b 




TVD 

1 YH 


613 


40.925 


a c ono 

25.308 


>l H OOH 

41 .091 


H OO 

1 .00 


C A OA 

59.89 


264/ 




TVD 

1 YH 


C H O 

bl 3 


OO /I 4 0 

38.443 


oo vi nn 

26.491 


41 .384 


h nn 

1 .00 


OH An 

61 .40 




OQ/1 Q 

Zo4o 


pen 


TVD 

1 YH 


bio 


on coo 
39.586 


OT H TO 

27.172 


A H TOO 

41 .782 


h nn 

1 .00 


OA OA 

60.60 




OQ a n 

2o4y 


bZ 


1 YH 


613 


A A OOO 

40.823 


OO CTT 

26.577 


A H OOO 

41 .633 


H oo 

1 .00 


OH OA 

61 .69 


20 


ZoOO 


Un 


TVD 

1 YH 


ch o 
bio 


/i ■* ncn 
41 .950 


OT OCO 

2/.200 


a o noo 
42.022 


h nn 
1 .00 


ct cn 

57.50 




2o0l 


p 


TVD 

1 YH 


CH O 

bl O 


o/ .624 


OO TO C 

22.765 


>IO AT A 

42.074 


•4 AA 
1 .00 


O H AO 

61 .96 






\J 


TVD 

1 YH 


C H O 

bl 3 


OQ COC 

3o.bb5 


oo h on 
22.130 


>i o o h n 

42.219 


h no 

! 1 .00 


OO H O 

62.16 


25 


ZoOo 


Kl 
IN 


A OP 

Ano 


OH >1 

b 14 


OC OH O 

ob.91 o 


oo onx 
23.204 


>i o h no 
4o.l 02 


H AA 

1 .00 


OC AC 

65.05 


OQC/I 
2604 


P A 


A DP 


614 


0"7 OOft 

o/.ooO 


oo nn>i 
23.004 


A A A OO 

44.4b3 


H AA 

1 .00 


CO O yl 

59.34 




ZoOO 




A DP 

Anb 


C H /I 

bl4 


OC "TO A 

ob.724 


O a r\A ~r 

24.01 7 


>i c one 
45.395 


a r\n 

1 .00 


OA OO 

60.68 , 




ODCC 

ZoOb 




A DP 

Anb 


b14 


oo r\cn 

36.950 


OC A A C 

25.445 


4 r~ AOT 

45.007 


H AO 

1 .00 


OO H O 

63.19 | 


JV 


OQC7 

Zo07 


pr\ 


A DP 

Anb 


C4 A 

b14 


OC TO /I 

3b. 724 


OO OC vl 

26.354 


ac h nn 

46.190 


H AA 

1 .00 


CO A A 

59.94 




OQCQ 
ZoOO 


MC 

INt 


A DP 

AHb 


OH /I 

b!4 


OT fty(C 
37.945 


oo noT 

2b. 927 


A O TTO 

46.773 


A AA 

1 .00 


C A yl O 

59.42 




OQCQ 

zooy 


P"7 
bZ 


A DP 

Anb 


C-i A 

b 14 


on hic 
39. 11 O 


ot nco 
2/.0bo 


46.145 


H AA 

1 .00 


OA OO 

60.26 


35 


oocn 
ZobO 


Mm 
INnl 


A DP 

Ano j 


C H A 

bl4 


A r\ AAA 

40.141 


OT COO 

27.628 


A O TTO 

46.776 


A AA 

1 .00 


OA OO 

60.62 


OQC H 

Zobl 


NHZ 


A DP 

AHb 


£4/1 

614 


on oo o 
39.288 


oo onn 

26.619 


44.906 


H A A 

1 .00 


CO oo 

59.69 




OQCO 

ZobZ 


p 
b 


A DP 

AHb 


CH /( 

b 14 


OT H A A 
3/.1 44 


oh con 
21 .020 


ir run 

45.019 


H AA 

1 .00 


OA TC 

60.75 




OQCO 

Zobo 


vJ 


A DP 

AHb 


C H A 

bl4 


ot onn 
0/.899 


OH A. A A 
21 .144 


a c oon 

45.869 


A AA 

1 .00 


OH AC 

61 .95 


40 


Zob4 


Kl 
N 


PI Kl 

bLN 


C -1 c 

bio 


oc nno 
36.093 


on noT 
20.967 


A A C Af\ 

44.549 


A A A 

1 .00 


OA AT 

60.97 




OQCC 

ZobO 


P A 

UA 


PI Kl 


c-i c 

blo 


oc Ton 
OO./oO 


h n CCA 

1 9.bo4 


A c r\~7 A 

45.074 


H AA 

1 .00 


OH OO 

61 .36 




Zobb 


pd. 


PI Kl 

bLN 


CI c 

blo 


OA OQO 

o4.ZoZ 


h n OQT 

19. oo/ 


>1 y< nCT 

44.95/ 


h nn 
1 .00 


cn ~7 A 

59.74 


45 


OQCT 

Zoo/ 


pp 
bb 


PI Kl 
bLN 


blo 


oo ccc 
oo.bbb 


H Q QX O 

1 0.942 


AC OTO 

4b.2/o 


h nn 
1 .00 


ec on 
DO. 30 


OQCQ 

zooo 


pn 


PI Kl 

bLN 


C1 c 

blo 


OO A*\ C 

o2.41 b 


A Q H nc 

1 o.l Ub 


/ic nQ7 
4b. 097 


h nn 
1 .00 


ca on 




^ooy 


Ut 1 


P.I Kl 


ci c 
b 1 0 


oz. oi y 


1 A.OOO 


4/. 00/ 


h nn 
1 .00 


cn cc 

oy.bo 






NFP 
in * ^ 


OA N 


O 1 o 


^1 7fl7 






1 nn 


Aft 


50 


2871 


C 


GLN 


615 


36.547 


18.523 


44.419 


1.00 


61.87 




2872 


o 


GLN 


615 


36.984 


17.588 


45.093 


1.00 


61.19 




2873 


N 


SER 


616 


36.726 


18.615 


43.109 


1.00 


62.69 


55 


2874 


CA 


SER 


616 


37.408 


17.559 


42.387 


1.00 


60.64 




2875 


CB 


SER 


616 


36.380 


16.632 


41.757 


1.00 


64.46 




2876 


OG 


SER 


616 


35.731 


1 7.299 


40.688 


1.00 


63.47 
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TABLE 3 (continued) 



■ rnnpn.NATE S FOR THE GR/ TIF2/DEX MODEL USED IN M O LECULAR REPLACEMENT 
. i — — 1 — : — I Z I v 7 B ATOM 



ATOM | ATOM TYPE | RESIDUE 
2877 



2878 
2879 
2880 
2881 



2882 
2883 



2884 
2885 
2886 



2887 
2888 



2889 



2890 



2891 



2892 
2893 



2894 
2895 



2896 



2897 



2898 
2899 
2900 



2901 
2902 



2903 
2904 
2905 



2906 
2907 



2908 



2909 



2910 



2911 



2912 
2913 



N 
CA 
CB 
OG 



N 
CA 



CB 



N 



CA 
CB 
CG 



OD1 
ND2 



N 
CA 
CB 
CG 
CD1 



CD2 



N 
CA 



CB 



CG 



CD1 



CD2 



SER 
SER 
SER 
SER 
SER 
SER 



SER 
ALA 
ALA 



ALA 
ALA 



ALA 



ASN 



ASN 
ASN 
ASN 
ASN 



ASN 



ASN 



ASN 



LEU 

liu 

LEU 
LEU 
LEU 



LEU 
LEU 
LEU 



LEU 
LEU 



LEU 



LEU 



LEU 



LEU 



LEU 
LEU 



# 
616 
616 
617 
617 
617 
617 
617 



617 
618 
618 



618 



618 



618 



619 



619 
619 
619 
619 
619 



619 



619 



620 
620 
620 
620 
620 



620 
620 
620 



621 
621 



621 



621 



621 



621 



621 
621 



38.347 
38.444 
39.021 
39.972 



1 8.047 
17.424 
19.163 
19.681 



41.253 18. 847 | 40.638 1.00 
41.690 18.714 41.980 I 1.00 
39.433 19.675 I 39.119 I 1.00 



41.298 1.00 

40.246 | 1.00 

41.534 | 1.00 

40.560 I 1.00 



40.099 19.196 
38.230 20.213 
37.600 ! 20.261 



38.196 1.00 



38.931 1.00 
37.612 1.00 



38.399 I 21.165 36.676 1.00 



37.475 I 18.866 37.005 1.00 



37.175 I 18.725 35.820 1.00 



37.692 17.836 37.820 1.00 



37.610 16. 465 | 37.330 1.00 
38.467 15.523 38.178 1.00 



39.881 I 15.426 37.663 1.00 



40.813 15.986 

40.047 14.729 

36. 205 I 15^922 

35.933 15.005 



38.241 1.00 



36.547 1.00 



37.241 1.00 
36.469 ! 1-00 



35.305 I 16.487 38.028 1.00 



33.925 16.044 



37.999 1.00 



33.599 1 5.266 | 39.271 1.00 
34.516 14.087 39.589 | 1.00 



33.992 13.354 



40.805 1.00 



34.578 13.145 



38.408 1.00 



33.031 I 17.266 | 37.890 1.00 
33.520 18.400 I 37.844 I 1.00 



31.728 I 17.022 | 37.808 | 1.00 
30.757 18.096 



29.822 17.930 36.545 1.00 



30.365 I 18.564 35.272 1.00 



29.302 18.516 



34.204 1.00 



30.776 19.998 



35.547 1.00 



30.001 17.973 
29.267 17.009 



39.033 | 1.00 
39.249 1.00 



59.36 
61.79 
62.74 
60.01 



56.86 
64.58 
62.31 



60.08 



62.60 
62.84 



61.64 



60.94 



63.12 



60.02 



60.02 
61.65 



65.19 
58.62 



59.93 



63.97 
61.24 



61.46 



61.85 



63.36 



60.08 



65.17 



59.21 



63.79 
62.56 



60.88 
60.93 



59.84 



61.52 



61.79 



62.82 



59.84 
59.39 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


*• 

# 


X 


Y 


z 


B 


ATOM 


5 


2914 


N 


CYS 


S-% ^X XX 

622 


30.191 


18.952 


XX XX ^x ^x 

39.903 


1.00 


60.82 




2915 


CA 


CYS 


/«X XX **X 

622 


29.562 


18.902 


J 4 X% XX ^ 

41.201 


J XX A"X 

1.00 


XK ^ ^n* xx 

61.70 




2916 


CB 


X"X v r fx 

CYS 


**x ^x #*x 

622 


30.612 


4 /™\ 41 

19.216 


A XX ^X XV 

42.276 


1.00 


61 .70 


10 


2917 


SG 


/%\ y a~x 

CYS 


^X j>"X ^x. 

622 


32.249 


18.417 


J ^X ^X ^— 

42.005 


1.00 


55.72 




2918 


C 


CYS 


622 


28.360 


19.822 


41 .333 


1.00 


60.92 




2919 


o 


CYS 


622 


28.394 


20.777 


42.107 


1.00 


60.85 


15 


2920 


A 1 

N 


PHE 


**X ^x ^X 

623 


/-v — r A#«Na«H 

27.299 


19.518 


40.584 


1.00 


• 

62.83 


2921 


CA 


PHE 


*x **x xx 

623 


26.057 


20.298 


40.618 


1.00 


61.52 




2922 


CB 


PHE 


623 


24.944 


19.578 


39.827 


1.00 


63.16 




2923 


/x/-v 
CG 


PHE 


623 


25.174 


19.562 


38.332 


1.00 


64.30 


20 


2924 


CD1 


PHE 


*»X >"X 

623 


25.946 


J flaw a^ at 

18.565 


37.734 


1.00 


62.97 




2925 


CD2 


PHE 


623 


24.667 


20.580 


37.527 


1.00 


59.44 




2926 


CE1 


nil i r - 

PHE 


623 


26.214 


18.585 


36.354 


1.00 


60.51 


25 


2927 


CE2 


PHE 


XX jr-H 

623 


24.931 


20.607 


^x r\ -A r* xx 

36.152 


a XX AXv 

1.00 


>X J AX XX 

61.00 


2928 


cz 


PHE 


y\ j>"\ XX 

623 


25.705 


19.609 


35.566 


1.00 


58.20 




2929 


c 


PHE 


yx xx xx 

623 


25.631 


**XS\ j XX 

20.512 


A XX XX ^9 A 

42.074 


A XX 

1.00 


^x^x ^x ^x 

62.99 




2930 


o 


PHE 


623 


25.433 


yx XN r* y*N. 

21 .650 


42.520 


1.00 


59.63 


JO 


2931 


N 


A 1 A 

ALA 


624 


25.489 


j XX J XX A 

19.404 


4 ^X ^v^X yX 

42.798 


1.00 


60.19 




2932 


CA 


A 1 A 

ALA 


624 


25.146 


A\ **X J XX ^\ 

19.426 


4 A XX XX yx 

44.220 


1.00 


60.71 




2933 


CB 


ALA 


/X f\ A 

624 


23.953 


18.540 


44.505 


1.00 


65.97 


35 


AAA 4 

2934 


C 


At A 

ALA 


624 


26.384 


18.877 


44.921 


1.00 


60.87 


2935 


o 


A 1 A 

ALA 


yx r"X j 

624 


27.278 


18.328 


44.276 


1.00 


61.88 




2936 


N 


PRO 


625 


26.467 


* xX y*s XX ^X 

19.023 


A * XX A 

46.248 


1.00 


63.71 




2937 


*"»rx 

CD 


PRO 


/X #X r— 

625 


25.561 


J XN yX X> XX 

19.666 


47.207 


1.00 


59.14 




2938 


CA 


PRO 


625 


27.658 


41 4 XX /X 

18.496 


A XX XX <X A 

46.924 


1.00 


A A — - XX 

61.58 




2939 


CB 


PRO 


625 


27.528 


19.055 


j /—\ XX A XX 

48.346 


J xx /\ 

1.00 


M j XX /X 

64.33 




2940 


CG 


PRO 


yx o ^ 

625 


26.534 


«^ /X ^ XX 4 

20.184 


A A XX J XX 

48.212 


1.00 


61.92 


45 


2941 


C 


ixfx/*"\ 

PRO 


625 


27.593 


41 /"X /X x\ 

16.960 


41 /*\ ^X /*X 41 

46.904 


J xx yx 

1.00 


XX .A A ^ 

61 .41 


2942 


o 


PRO 


625 


28.630 


41 /*N XX /X /X 

16.280 


A ss XX ^X ^X 

46.869 


J xx <*x 

1.00 


XX XX A XX 

60.49 




2943 


A | 

N 


ASP 


626 


26.353 


.4 XX J i>— >-v 

16.450 


4] /X XX 4] XX 

46.913 


4 /"X XX 

1.00 


/x A A /X 

61.38 






OA 
OA 


AOD 
AO" 


ROC 




lO.UlO 


4o.y 14 


1 f\f\ 

l .00 


bl .12 


50 


2945 


CB 


ASP 


626 


25.050 


14.730 


48.038 


1.00 


59.24 




2946 


CG 


ASP 


626 


23.643 


15.219 


47.706 


1.00 


60.93 




2947 


OD1 


ASP 


626 


23.518 


16.271 


47.036 


1.00 


62.15 


55 


2948 


OD2 


ASP 


626 


22.658 


14.564 


48.112 


1.00 


64.40 




2949 


C 


ASP 


626 


25.405 


14.562 


45.587 


1.00 


62.42 




2950 


O 


ASP 


626 


24.526 


13.703 


45.568 


1.00 


60.54 
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TABLE 3 (continued) 



| ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 


ATOM 


ATOM TYPE 


RESIDUE 


# 

TT 


x 

/A 


v 

l 


7 


R 


ATOM 


2951 


N 


LEU 


627 


25 834 


15 152 


44 4R3 


1 00 
I .uu 


fiO QO 
DU.oU 


2952 


CA 


LEU 


627 


25 293 


14 792 


43 183 


1 00 


R1 3R 
D I .OO 


2953 


CB 


LEU 


627 


24 007 


15 569 


4P 915 


1 00 

1 .UU 


ftQ 07 


2954 


CG 


LEU 


627 


23 311 


15 347 


41 573 

*T 1 .0/ o 


1 00 


RO QO 
D^.OU 


2955 


CD1 


LEU 


627 


22 632 


13 994 


41 525 


1 00 
I .uu 


RQ QP 


2956 


! CD2 


LEU 


627 




16 440 
1 o.ttu 


41 3R1 

*T I .OO 1 


1 OO 
I .uu 




2957 


C 


LEU 


627 


26 349 


1 5 143 


4P 1 5P 


1 00 
I .uu 


RQ OA 


2958 


0 


LEU 


627 

9 


26 321 


16 P24 


41 550 


1 00 
I .uu 


fin or 
ou.ud 


2959 


N 


ILE 


628 


27 284 


14 21 9 


41 95R 


1 00 
l .uu 


oy.oy 


2960 


CA 


ILE 


628 


28 380 


14 4PP 


41 030 


1 00 
1 .uu 


fin 

DU.^U 


2961 


CB 


ILE 


628 


29 729 


14 056 


41 692 


1 00 
I .uu 


fiQ t^Q 


2962 


j CG2 


ILE 


628 


30 850 

\JU.OiJU 


14 ?67 


40 71 6 
*f U ./ID 


1 OO 

I .uu 


fiQ A A 


2963 


CG1 


ILE 


628 


pq qqn 


14 940 


4P 909 


1 OO 

I .uu 


fii Qfi 
D 1 .oo 


2964 


I CD1 


ILE 


628 


PQ 045 


14 711 
it,/ i i 


44 049 


1 OO 

I .uu 


fiO tti 


2965 


C 


ILE 

1 L — 1 


628 


28 234 


13 609 


39 750 


1 OO 

I .uu 


fi/1 oo 


2966 


0 


ILE 


628 

\J KJ 


28 02fi 


1P 40P 


39 7R7 
\5t7./ Of 


1 OO 

I .uu 


fin 7c 
oU./ O 


2967 


N 


ILE 


629 


28 323 


14 P72 


3R ROR 
OO .DUO 


1 on 
I .uu 


fin fi/i 


2968 


CA 


ILE 


629 


28 239 


13 540 


37 370 


1 OO 

I .uu 


fiO *37 


2969 


CB 


ILE 


629 


PR 044. 


14 470 


OR -f CC 

OD. I DO 


1 on 


DO. 41 


2970 


CG2 


ILE 


629 


28 371 


1 3 733 
I o. / oo 


34 R77 


1 on 
I .uu 


Dl .0/ 


I 2971 


CG1 


ILE 


629 


PR 61 Q 


1 5 0P4 


Oft H 7fi 
OD. I / U 


1 oo 

1 .uu 


DO.UO 


2972 


CD1 


ILE 


629 


PS 6P3 


14 193 
1 *+. i yo 


qe Qoq 


1 oo 
I .uu 


cn co 
dU.do 


2973 


c 


ILE 


629 


pq R7fi 


1P R39 


37 970 


1 oo 
I .uu 


cn oo 


2974 


o 


ILE 


629 


30 5R0 


13 454 


36 Q9Q 


1 oo 
I .uu 


Oo.oo 


2975 


N 


ASN 


630 

V v v 


29 580 


11 556 


37 R1 1 
Of .D I I 


1 oo 
I .uu 


fin riA 

DU.U^ 


2976 


CA 


ASN 


630 


30 776 

vJU . 1 1 \J 


1 0 7P6 

I U. / ^D 


37 S70 
O/ .0/ U 


1 oo 
I .uu 


fin qo 
oU.oo 


2977 


CB 


ASN 


630 


30 674 


9 637 


3fl R39 


1 oo 
I .uu 


fiO 7~7 


2978 


CG 


ASN 


630 


29 368 


R R6R 

O.ODO 


3R RRR 
OO.OOD 


1 oo 
I .uu 


fin 7Q 
DU. / y 


2979 


OD1 


ASN 


630 


29 051 


fl P4R 


37 R41 
Of .0*t I 


1 oo 
I .uu 


CI oo 
Dl .Od 


2980 


ND2 


ASN 


630 


28 603 


R 90R 


3Q R^P 


1 oo 
I .uu 


fio on 


| 2981 | 


C 


ASN 


630 


30.949 


10.085 


36.197 


1.00 


60.61 


I 2982 I 


0 


ASN 


630 


30.016 


10.041 


35.403 


1.00 


62.50 


| 2983 | 


N 


GLU 


631 


32.151 


9.592 


35.926 


1.00 


63.77 


J 2984 | 


CA 


GLU 


631 


32.472 


8.954 


34.653 


1.00 


60.65 


I 2985 J 


CB 


GLU 


631 


33.804 


8.219 


34.786 


1.00 


62.06 


2986 I 


CG 


GLU 


631 


34.021 


7.046 


33.841 


1.00 


63.14 


2987 I 


CD 


GLU 


631 


35.255 


6.229 


34.232 


1.00 


59.80 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Ml UM 


Al DM 1 Yrb 


RESIDUE 


# 


X 


Y 


z 


B 


ATOM 


5 




Ubl 


GLU 


O O H 

631 


O o n in 

36.349 


0 000 
6.836 


O A A 

34.405 


1.00 


61 .43 




OQOQ 


UE2 


i 1 1 

GLU 


631 


O r- ^ n o 

35.122 


>j nnn 

4.988 


O A OOO 

34.369 


A O O 

1 .00 


0 0 0 0 
58.68 




OOQA 


C 


GLU 


AAi 

631 


31.381 


™7 nnn 

7.986 


0 a or i 

34.254 


1.00 


O H O^ 

61 .07 


10 


onn h. 
2991 


O 


GLU 


O O 4 

631 


O o O^O, 

30.879 


tS f\A A 

8.014 


O O <4 O O 

33.132 


A O O 

1.00 


OH O O 

61.02 




2992 


M 

N 


GLN 


O oo 

632 


OH /-\ j j 

31.011 


"T 4 O O 

7.126 


0 r" h 0 0 

35.186 


1 .00 


0 0 

63.77 




2993 


CA 


GLN 


632 


29.978 


6.151 


/■V ^1 A J A 

34.916 


1.00 


61.66 


15 


OAA H 

2994 


CB 


GLN 


o o o 

632 


29.732 


5.285 


36.159 


1.00 


61.41 


2995 


oo 
CG 


O 1 K 1 

GLN 


o o o 

632 


oo nop 

30.936 


4.415 


00 

36.579 


1.00 


65.26 




2996 


CD 


GLN 


poo 

632 


O 4 ^O Vj 

31.704 


0 000 
3.828 


O F™ OOO 

35.393 


A O O 

1.00 


O i O "TP 

64.37 




2997 


OE1 


GLN 


Ann 

632 


O A A OO 

31.109 


O O fT*^ 

! 3.357 


O it A 00 

34.420 


A O O 

1 .00 


0 0 - 7 0 
60.73 


20 


2998 


M r~o 


GLN 


632 


O o nn j» 

33.034 


O O A —9 

3.847 


O C A O O 

35.480 


H O O 

1.00 


0 0 >j 0 
59.46 




2999 


C 


GLN 


rt oo 

632 


28.695 


n OCA 

6.851 


34.466 


A O O 

1 .00 


O H HO 

61.12 




oooo 

3000 


/"N 

o 


GLN 


OOO 

632 


28.055 


n A A ~7 

6.417 


OO C A O 

33.512 


H O O 

1 .00 


O O H O 

62.13 


25 


OAAH 

300 1 


kl 

N 


ARG 


eon 

633 


OA OO A 

28.334 


7.946 


OC -4 O A 

35.134 


A O O 

1 .00 


CO OTP 

59.27 


3002 


OA 


A CIO 

ARG 


Ann 

633 


f\~t HOC 

27.125 


n nnn 

8.682 


O A —70^ 

34.767 


H O O 

1 .00 


O H OO 

61 .29 


• 


OAAO 

3003 


OD 

Cd 


ARG 


Ann 

633 


n n nn 4 

26.821 


O —TOO 

9.786 


35.775 


H OO 

1.00 


0 0 0 0 
59.65 




3004 


oo 
CG 


A OO 

ARG 


/?oo 

633 


nn nn r- 

26.235 


9.274 


37.069 


1.00 


62.42 




oooc 

3005 


CD 


ARG 


o o o 

633 


O r~ nnn 

25.223 


40 000 
10.258 


O "7 OOO 

37.602 


A O O 

1 .00 


0 0 4 0 
60.12 




3006 


k 1 r- 


ARG 


ooo 

633 


O i inn 

24.486 


0 —700 
9.732 


O O ~7 A O 

38.743 


H O O 

1 .00 


61 .79 




3007 


cz 


A DO 

ARG 


OOO 

633 


O VI "TOO 

24.739 


A O OOO 

10.038 


in O 4 H 

40.011 


H O O 

1 .00 


O A O O 

64.89 


35 


o aoo 

3008 


Ml 1 i 

NH1 


ARG 


OOO 

633 


25.717 


h 0 0 ^ 0 
10.878 


>J 0 OOO 

40.308 


A 0 O 

1.00 


0 0 0 /j 
60.64 


3009 


NH2 


A OO 

ARG 


o o o 

633 


O A O A A 

24.014 


O C f\A 

9.501 


A f\ O O if 

40.984 


1.00 


62.92 




on -i q 
3010 


C 


A DO 

ARG 


£JOO 

633 


*VT A C A 

27.151 


O A 

9.274 


0 O OOO 

33.360 


A O O 

1 .00 


O H O O 

61 .86 




OAH -4 
301 1 


O 


A DO 

ARG 


POO 

633 


O O nn n 

26.086 


O >J O A 

9.401 


00 ^ c 0 

32.750 


H O O 

1 .00 


CO 0 0 

59.63 


40 


OAH O 

o012 


kl 


MET 


ao a 

634 


00 007 
28.337 


A A /I O 

9.643 


00 0 c n 

32.855 


A O O 

1 .00 


O i "TO 

64.70 




OAH O 

3013 


O A 

CA 


MET 


634 


0 0 ,irr 

28.465 


j O H OO 

10.180 


OH A 0*7 

31 .497 


H O O 

1 .00 


O O OH 

60.91 




3014 


CB 


MET 


nn j 

634 


OO OO H 

29.921 


A f\ rr rr 0 

10.556 


OH H OO 

31 .189 


A O O 

1 .00 


CO 0 0 

59.90 


45 


OAH C 

301 5 


CG 


MET 


OOyl 

634 


00 ji 00 
30.438 


H H *70H i 

11 .791 


0 h ncn 

31 .950 


H O O 

1 .00 


OO OO 

60.63 


3016 


en 
SD 


MET 


634 


OA A vl O 

30.042 


HO jIOC 

13.425 


OH H AO 

31 .192 


H O O 

1 .00 


0 0 0 c 

60.35 




OAi "7 

oOl 7 


Cb 


ME 1 


o o VI 

634 


0 0 nor 

30.985 


A A C O H 

14.531 


OO OCH 

32.251 


H OO 

1 .00 


O » OO 

64.03 




im A 

Ov I O 


p 


IVIC 1 






y.uoD 




1 nn 


DU.O I 


50 


3019 


0 


MET 


634 


28.727 


8.350 


29.899 


1.00 


62.71 




3020 


N 


THR 


635 


26.622 


8.989 


30.531 


1.00 


62.02 




3021 


CA 


THR 


635 


25.820 


8.059 


29.738 


1.00 


62.69 


55 


3022 


CB 


THR 


635 


24.313 


8.140 


30.124 


1.00 


62.75 




3023 


OG1 


THR 


635 


24.150 


7.893 


31 .528 


1.00 


60.63 




3024 


CG2 


THR 


635 


23.486 


7.141 


29.303 


1.00 


61.43 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM I 


ATOM TYPE | 


RESIDUE | 


# 


X 


Y 


7 i 
L 


D 
D 


ATOM 

t\ \ \J 1 VI 


3025 I 


C I 


THR I 


635 I 


25.912 


8.531 


OQ QH7 

^o.oU/ j 


l .uu 




3026 | 


o I 


THR I 


635 I 


26.510 


7.876 


07 >! CA 

df AO** 


1 nn 
I .uu 


oQ R4 


3027 I 


N I 


LEU I 


636 I 


25.315 


o co A 

9.694 


OQ H77 


1 nn ! 

I .UU j 


fi1 Q2 I 


3028 | 


CA I 


LEU [ 


636 I 


25.270 | 


10.317 


2b. /bb 


1 nn 
I .uu 


ro -in 


3029 [ 


CB | 


[iu T 


636 I 


23.901 j 


10.968 


2b. bob 


1 nn 

1 .uu 


DO. / vJ 


3030 I 


CG I 


LEU I 


636 I 


22.679 


a r\ a r? o i 

10.156 i 


26.ib7 


I .uu 


D 1 .U*t 


3031 J 


CD1 [ 


[iu | 


636 I 


22.623 


~~r f\ 

8.760 | 


OC Q11 

26. on 


1 nn 
I .uu i 


oQ Q? 


3032 I 


CD2 1 


LEU I 


636 I 


21.476 | 


■4 -4. f\ 4 4 

11.011 


OC coc I 

2o.bob | 


1 nn 
l .uu 


oS QP i 


3033 I 


c [ 


[iu [ 


636 I 


26.347 


a a nil 

11.377 


OC AAA I 

2b. 44 I j 


1 nn 
1 .uu 


fi^ ^7 


3034 I 


o 1 


LEU J 


636 


26.834 


a o oft""? I 

12.087 


0*7 007 


1 nn 
I .uu 


^ft Pft 1 

OOXO 


3035 I 


N | 


PRO 


637 I 


26.754 


A A A~7 A I 

11.471 | 


OC 1 cc 


1 nn 
I .uu 


R1 79 I 


3036 J 


CD | 


PRO 


637 


26.479 I 


10.631 j 


oo no7 1 
23.987 


a nn I 

1 .UU 


DO.H-U 


3037 


CA 


PRO 


637 


27.744 1 


12.476 


24.794 | 


a nn 
1 .UU 


Rn aq 


3038 


CB 1 


PRO 


637 


28.363 


11.932 


OO >lf\ft 

23.49U j 


i nn 

1 .UU ! 


DO.U/ 


I 3039 J 


CG 


PRO 


637 J 


27.855 


j r*\ inn i 

10.482 I 


23.o9o 


1 nn 
1 .UU 


fiP Qn 1 


| 3040 


C 


PRO 


637 


26.780 


13.647 


24.551 


i nn 
l .UU 


D I .OU 


I 3041 


0 


PRO 


637 


27.038 ! 


j A ^ f\ 4 

14.531 


23.73b 


a nn 
i .UU 


RO 

DU. OO 


3042 


N 


CYS 


638 


25.605 


13.523 


OC H OO 

25.193 


a nn 
1 .UU 


R^ ^c. 


3043 


CA 


CYS 


638 


24.557 


14.549 


oc ooc 

25.225 


a nn 

l 1 .UU 


RR RQ 


I 3044 


CB 


CYS 


638 


23.122 


14.023 


25.351 


a nn 
1 .UU 


RP 4R 


I 3045 


SG 


CYS 


638 


22.633 


12.668 


O A OOO 

24.333 


•4 OA 

1 .UU 


R1 Q^l 


3046 


1 C 


CYS 


638 


24.925 


14.896 


i Of? C >l o 

26.642 


a nn 
1 .UU 


I RQ ^4 


I 3047 


1 ° 


CYS 


638 


I 25.366 


| 16.010 


1 26.968 


a nn 
1 .UU 


l R1 R4 


3048 


1 N 


I MET 


639 


I 24.773 


13.878 


0"7 /I OC 

27.486 


I a nn 
1 .UU 


RQ QR 


3049 


1 CA 


J MET 


639 


I 25.094 


14.058 


OO 07A 

2o.o/U 


a nn 
1 .UU 


RP R1 
O£.o I 


I 3050 


CB 


MET 


I 639 


I 24.794 


12.794 


OO C >l~7 

29.647 


a nn 
1 .UU 


! RR PR 


3051 


| CG 


MET 


639 


j 24.597 


13.021 


j OH A OC 

31.126 


1 a nn 
1 .UU 


1 RQ 11 


| 3052 


1 SD 


MET 


639 


j 23.446 


| 14.225 


I 0-4 OOO 

| 31 .808 


i nn 
1 .UU 


I Rn 7^ 

DU. / o 


I 3053 


1 CE 


I MET 


639 


j 24.286 


14.281 


I OO OAT 

33.307 


1 nn 
l .UU 


RQ R1 


I 3054 


1 C 


| MET 


639 


I 26.567 


14.451 


I OO AO/I 

j 28.9o4 


a nn 
l .UU 


RO QP 


3055 


1 ° 


MET 


639 


27.074 


I 14.783 


30.000 


1.00 


CO C7 

59. o/ 


3056 


1 N 


TYR 


640 


27.244 


14.409 


27.782 


1.00 


60.93 


3057 


1 CA 


TYR 


640 


28.622 


14.866 


27.693 


1.00 


62.32 


I 3058 


1 CB 


| TYR 


640 


29.585 


13.827 


| 27.110 


1.00 


61.41 


3059 


1 CG 


TYR 


640 


30.961 


14.446 


26.910 


1.00 


62.45 


3060 


CD1 


I TYR 


640 


31.797 


| 14.687 


28.006 


I 1.00 


59.75 


3061 


I CE1 


TYR 


I 640 


32.996 


15.372 


27.862 


1.00 


59.57 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 


RESIDUE 


# 

TT 


X 


Y 


2 

•mm 


B 


ATOM 

9 1 I I f 1 


3062 

NpT W V mm. 


CD2 


TYR 


640 


31 376 


14.906 


25 651 

wW * WW 1 


1 00 

1 .ww 


59 20 

WW • w w 


3063 


CE2 


TYR 

9 111 


640 


32 578 


15 594 


25 495 

W W • T W W 


1 00 

1 > w w 


64 39 

W 1^ • WW 


3064 

ww ■ 


cz 


TYR 

i ill 


640 


33 381 


15 827 


26 608 


1 00 


62 16 

WW p 1 w 


3065 

WW WW 


OH 


TYR 

i ill 


640 


34 554 

V » • W W T 


16 542 


26 485 


1 00 

1 • w w 


62 68 


3066 


c 


TYR 

I ill 


640 

W~w 


28 650 

(— w . www 


16 082 

1 %/ .www 


26 764 


1 00 


60 42 

WW *.~w 


3067 


O 


TYR 

1 111 


640 


29 264 

W W * WW ~ 


17 104 


27 07S 


1 00 


62 43 


3068 

w w w 


N 


ASP 


641 


27 985 


15 960 

1 w « w w \J 


25 619 


1 00 


63 11 


3069 


CA 


ASP 


641 


27 946 

w f • w~ \J 


17 029 

1 9 » WWW 


24 617 


1 00 


64 46 


3070 

\S\J 9 W 


CB 


ASP 

\mt i 


641 

W~ 1 


26 821 

W* \JtmM> 1 


16 780 

1 w • f W 


23 617 


1 00 


64 30 

, V~ • ww 


3071 

w \J f ■ 


CG 


ASP 


641 

w r 1 


27 232 


17 039 

1 / -www 


22 196 

ww • I ww 


1 00 

1 a WW 


61 31 

W 1 - W 1 


3072 

W * W 


OD1 


ASP 


641 

W x 1 


26 317 

WW. W 1 # 


17 192 

1 9 m 1 WW 


21 353 

W 1 ■ www 


1 00 

1 a W W 


59 56 

WW a WW 


3073 


0D2 


ASP 


641 


28 453 

W < W W 


17 079 

1 1 • w » w 


21 917 

9mm 1 • W 1 * 


1 00 

I ■ WW 


63 20 

WW- w W 


3074 

\p» 9 T 


c 


ASP 


641 

W~ 1 


27 729 


18 401 

1 w • i^W I 


25 222 

WW* www 


1 00 

1 « w w 


61 02 

W 1 • W w 


3075 

W f V 


o 

Va# 


ASP 

r * ^a/ I 


641 


28 073 

WW. w / W 


19 417 

1 w »~ 1 / 


24 617 

w~ • w 1 ' 


1 00 


60 07 

ww ■ w / 


3076 

W » W 


N 


GLN 

\—A Wl * 


642 


27 124 


18 417 

1 w 7 • ■ 1 » 


26 406 


1 00 


63 30 


3077 

WW 9 9 


CA 


GLN 

\mA Wl H 


642 

w~w 


26 801 

w W • WW 1 


19 653 

1 w p WWW 


27 115 

W fall W 


1 00 

1 « w w 


60 83 

W W a W W 


3078 

W W / W 


CB 


GLN 

X«* Wl » 


642 


25 298 

W W > 4mm W W 


19 837 

1 W w WW 9 


27 180 

w / . 1 WW 


1 00 


63 77 

w w • / / 


3079 

\J\J 9 W 


CG 

\^ wi 


GLN 

\mA W.I 1 


642 

w ■ w 


24 570 


18 590 


26 781 


1 00 


59 93 

WW * WW 


3080 


CD 

^mW mm* 


GLN 


642 


24 905 


18 192 


25 345 


1 00 


61 47 

w 1 » ~ / 


3081 

www i 


OE1 


GLN 

V— J WJ 1 


642 


24 656 

w w w 


17 063 

1 i • W WW 


24 922 

4mm. 1 m W WW 


1 00 

1 a W W 


59 50 

WW a WW 


3082 

w www 


NE2 

i * i ■■■■ 


GLN 


642 

W'w 


25 462 

WW- ~ W w 


19 135 

1 W ■ I WW 


24 580 


1 00 


60 78 

WW . f w 


3083 

WwV W 


c 


GLN 

wl 1— .1 a 


642 


27 353 


19 664 


28 518 


1 00 


60 90 

WW -WW 


3084 


o 


GLN 


642 


27 430 

W/ • 1 WV 


20 714 

W. W mi 1 r 


29 136 

w W • 1 WW 


1 00 


60 17 

w w • 1 / 


3085 

W \J W W 


N 


CYS 


643 


27 678 

W / a W / W 


18 497 

1 W i~v f 


29 052 

w W • w ww 


1 00 

1 * W w 


61 78 


3086 

WW W 


CA 


CYS 


643 

W~W 


28 291 

WW-WW 1 


18 491 

1 W • r W 1 


30 362 

WW < WWW 


1 00 

1 • w w 


62 44 

ww ■ ~~ 


3087 

W v W r 


CB 


CYS 

X«< 1 


643 


28 348 


17 080 


30 963 


1 00 

v ■ w w 


66 84 

WW • w » 


3088 


SG 


CYS 


643 

w » w 


27 004 

9mm 9 • W T 


16 704 


32 130 

WW » 1 WW 


1 00 

1 * w w 


64 90 

W w . \J W 


3089 


c 


CYS 


643 


29 691 

WW ■ WW ■ 


18 976 

i w ■ w * w 


30 015 

WW » W I w 


1 00 

1 • WW 


61 39 

w ■ ■ WW 


3090 

Vp* w w w 


o 


CYS 


643 

W ■ W 


30 377 

WW « \mf 9 9 


19 587 

1 W ■ ww / 


30 836 

WW a WWW 


1 00 

1 • w w 


61 37 

W 1 a W 9 


3091 


N 


LYS 

I— 1 w 


644 

W W T 


30 093 

\mf \S * W W W 


18 726 

1 W ■ / WW 


28 768 

WW- # W W 


1 00 

I • w 


63 75 

WW • 9 w 


3092 


CA 


LYS 


644 


31.415 


19.128 


28.308 


1.00 


59.22 


3093 


CB 


LYS 


644 


31.708 


18.603 


26.889 


1.00 


57.84 


3094 


CG 


LYS 


644 


31.163 


19.462 


25.740 


1.00 


63.56 


3095 


CD 


LYS 


644 


31.637 


18.994 


24.350 


1.00 


63.09 


3096 


CE 


LYS 


644 


33.034 


19.520 


23.983 


1.00 


63.23 


3097 


NZ 


LYS 


644 


34.141 


19.025 


24.872 


1.00 


61.68 


3098 


C 


LYS 


644 


31.560 


20.641 


28.319 


1.00 


61.63 



to 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al UM 


Al UM 1 Yrb 


RESIDUE 


# 


v 

A 


\/ 
Y 


T 

z 


B 


AT/"\t il 

ATOM 


5 


Q A OC 




TYR 


648 


OC OOft 

35.380 


O vl OOO 

24.969 


OH O jl H 

31.241 


1.00 


**\ a-* 

60.50 




3137 


U 


TYR 


648 


OO C H A 

36.510 


OC A OO 

25.423 


O H OOO 

31 .369 


H OO 

1.00 


CO V "I 

59.77 




3138 


M 


\ /A 1 

VAL 


O A O 

649 


O ./I OO A 

34.331 


OC it OO 

25.490 


OH O O C 

31.865 


H OO 

1.00 


61.19 


10 


3139 


CA 


VAL 


649 


O A CO A 

34.521 


OO ooc 

26.625 


32.754 


1 .00 


62.10 




3140 


Cb 


VAL 


649 


OO A O A 

33. 1 64 


OT OO H 

27.231 


33.257 


1 .00 


/^«^> -i /N 

63.18 




3141 


CG1 


VAL 


649 


OO OC A 

32.254 


27.546 


32.089 


1.00 


60.09 


15 


O 4 A O 

3142 


CG2 


\ / A 1 

VAL 


O A O 

' 649 


OO A "TO 

32.476 


OO OOO 

26.282 


34.202 


1.00 


r*/N /N ^ 

59.25 


O A A O 

3143 


C 


t/A| 

VAL 


649 


O C OHO 

35.31 3 


26.111 


33.941 


1 .00 


63.47 




r\ 4 A A 

3144 


o 


\ /A 1 

VAL 


649 


oo h on 

36.188 


OO TO H 

26.791 


O A A O F" 

34.465 


1.00 


58.78 




3145 


K. 1 

N 


SER 


650 


OC OH O 

35.010 


24.884 


34.340 


1 .00 


/N h| W-—9 

61 .57 


20 


3146 


CA 


o t - n 

SER 


OCO 

650 


OC OO A 

35.664 


O yl OC o 

24.258 


OC >4 TH 

35.471 


H OO 

1 .00 


OO >l c 

62.45 




O A jl "f 

3147 


CB 


pen 

SER 


650 


35.032 


/>/**% ftA J 

22.901 


35.727 


1 .00 


/N /Nj /N 

63.87 




O A A O 

3148 


OG 


O r~ r~> 

SER 


O CO 

650 


O C OHO 

35.312 


OO >l o o 

22.468 


37.037 


H OO 

1.00 


57.30 


25 


3149 


C 


SER 


OCO 

650 


OT H CO 

37.152 


O il H OO 

24.102 


OC O H T 

35.217 


H OO 

1 .00 


O H CO 

61 .59 


o^ co 

3150 


o 


SER 


/■» cO 

i 650 


OT OOO 

37.966 


O yl OC A 

24.254 


OO H OO 

36.123 


H OO 

1 .00 


59.77 




3151 


M 


SER 


OCH 

651 


OT COO 

37.506 


OO TOO 

23.796 


OO OTT 

33.977 


H OO 

1.00 


OH OH 

61.81 




O -H CO 

3152 


CA 


orn 

SER 


OCH 

651 


OO OO ji 

38.904 


23.629 


33.615 


«| /N/N 

1.00 


^ r\ a a 

59.44 




3153 


CB 


o r - r~> 

SER 


OCH 

651 


OO OOO 

39.029 


OO 4 4^ 

23.147 


32.175 


1.00 


r* H HO 

61.10 




n A C A 

3154 


OG 


SER 


OCH 

651 


A f\ O O C 

40.285 


oo cot 

23.527 


OH OO C 

31 .635 


1 .00 


O /> /N ^ 

62.25 




o ^ c c 

3155 


C 


SER 


651 


OO OOO 

39.638 


a j /N ji ^N 

24.942 


33.755 


1 .00 


62.21 


35 


3156 


o 


SER 


O C H 

651 


40.736 


^ /n /n j 

24.994 


34.299 


1.00 


59.39 


o h ct 

3157 


N 


GLU 


O CO 

652 


OO OHO 

39.019 


25.998 


33.248 


1.00 


/N/\ A*\ f\ 

60.68 




OH CO 

3158 


CA 


GLU 


OCO 

652 


o o coo 

39.590 


OT OOO 

27.333 


OO OOO 

33.296 


H OO 

1 .00 


62.47 




O A CO 

3159 


CB 


GLU 


OCO 

652 


38.683 


28.294 


32.534 


1 .00 


/^ /n r\ /\ 

62.00 




3160 


CG 


/"Mil 

GLU 


OCO 

652 


OO CC H 

38.551 


OT OO C 

27.905 


OH O OT 

31 .087 


H OO 

1.00 


OO o o 

60.93 




OA CA 

3161 


CD 


GLU 


ceo 

652 


OO OOO 

39.896 


OT O A H 

27.841 


OO A H O 

30.412 


H OO 

1 .00 


OO o o 

62.60 




3162 


OE1 


GLU 


oco 

652 


A O OOO 

40.389 


OO OHO 

28.912 


29.994 


H O O 

1 .00 


61 .37 


45 


O A CO 

3163 


OE2 


GLU 


OCO 

652 


40.466 


OO TOT 

26.727 


OO OOO 

30.323 


H OO 

1.00 


62.86 


3164 


C 


i 1 1 

GLU 


OCO 

652 


OO OOO 

39.803 


OT O OO 

27.829 


O A T H O 

34.719 


H OO 

1 .00 


CO O H 

59.21 




3165 


o 


GLU 


OCO 

652 


40.843 


OO A A A 

28.404 


O C O A O 

35.040 


H OO 

1 .00 


OO OO 

60.26 




01 fifi. 
O I DO 


M 
IN 


I pi i 

LtU 


fiCO 
ODO 


OO.O 1 £ 


t/.DI O 


oo.o/o 


a nn 
1 .UU 


CO 1 7 


50 


3167 


CA 


LEU 


653 


38.939 


28.039 


36.949 


1.00 


61.29 




3168 


CB 


LEU 


653 


37.630 


27.816 


37.702 


1.00 


62.27 




3169 


CG 


LEU 


653 


36.539 


28.833 


37.355 


1.00 


63.87 


55 


3170 


CD1 


LEU 


653 


35.239 


28.428 


38.009 


1.00 


60.88 




3171 


CD2 


LEU 


653 


36.969 


30.220 


37.805 


1.00 


66.93 




3172 


C 


LEU 


653 


40.065 


27.252 


37.579 


1.00 


61.64 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 





ATOM 


ATOM TYPF 


ncoiuuc 


u 
ft 


Y 

/\ 


Y 

T 


7 

£- 


D 


ATPM 
Ml KJWl 


5 


ipm 

Oil 1 \J 




PI M 


OD/ 


41 11R 
H O.OOO 


PQ Q*3P 
£57.570^ 


4H R11 
HU.O 1 1 


1 nn 
1 .UU 


RO 1 Q 

Dy. \ y 






V-/ 


Pi M 


RR7 
OD/ 


4*3 QPR 

HO. 57C.O 


r^q 


H 1 .Hyo 


1 nn 
I .uu 


R1 99 
Ol ,c\d\ 




1P1 p 


N 


VAI 

VML 


RRft 
DDO 


4P 111 


^n P4Q 

ou.fcHy 


4fl 1 Q9 
HU. I >3C. 


1 no 
1 .uu 


R1 7R 
D I . /O 


10 


Op-jO 
Ol 1 O 


PA 


VAI 

VML 


RRft 
DOO 


41 1RR 


T1 *?7R 


4H 7Q/1 
HU. / OH 


1 00 
I .uu 


R1 11 




1P14 


PR 


VAI 

VML 


DDo 


1Q Q70 

057.57/ U 


^1 Rn*5 

O I .ouo 


40 H4Q 
HU.UHO 


1 00 
I .uu 


RO RO 
OU.DU 




1P1 R 


PP1 


VAI 
VML 




1Q P11 


19 RRA 
Ot.OOH 


eoo 
HU.D^O 


i nn 
1 .uu 


CQ AC 

Dy.HD 


15 


1P1 fi 
Ofc I D 


ppp 


VAI 
VML 


DDO 


40 11P 
HU. I 


*?1 71 R 
O I ./ ID 


QQ CCQ 

OO.DDy 


1 no 

I .UU 


R1 Q7 
D 1 .0/ 


1P17 
0£ 1 / 


p 


VAI 
VML 


RRft 


41 11 R 
HI. I to 




49 940 
Ht.tHU 


1 00 
I .uu 


Rft IO 
DO.OU 




1P1 A 




VAI 
VML 


RRft 


40 ftlft 
HU.OOO 


on ono 
OU. ^UO 


49 7R/4 
Ht,/OH 


1 00 

I .uu 


RR RO 
DD.DU 




1P1 Q 
o^ i y 


M 
IN 


CCD 

ocn 


Doy 


41 91 4 


Ot.H l O 


AO Q9Q 


1 nn 
I .UU 


RO 7R 
OU./O 


20 


ippo 


PA 


OCR 

ocn 


RRQ 

ooy 


40 Q7Q 

nu.y /y 




AA QRQ 

HH.ooy 


1 00 

1 .uu 


RQ Q1 

oy.yo 




1PP1 


PR 


CCD 

ocn 


RRQ 

ooy 


41 ft71 
H I .0/ O 


OO. OU/ 


4R H47 
HD.UH/ 


1 00 
I .uu 


RQ 90 




1PPP 


WO 


ocn 


RRQ 

ooy 


41 Rft9 
H l .DO£ 


OA R1 7 
OH.O I / 


44 RHP 
HH. OUO 


1 00 

I .uu 


R9 14 
Ot.OH 


25 


1PP1 


p 


QFR 
ocn 


RRQ 

ooy 


1Q R1 ft 

oy.o i o 


IO 7RQ 

0^. / oy 


HH.ODO 


1 00 
I .uu 


R9 Q4 




w 


CCD 

ocn 


RRQ 

ooy 


1ft 7ftA 
OO. / OH 


00 OA7 


HO. /OU 


1 00 

J .uu 


Rft 1 O 
DO. 1 U 




1PPR 

O^^O 


M 

IN 


TYR 
i t n 


RRO 

oou 


1Q 007 

oy.uy / 


•59 RR9 
O^.ODO 


4R RQO. 

HD.oyo 


1 00 

1 .uu 


R1 Rft 
D I .DO 




1PPR 


PA 
vn 


TVR 
i t n 


RRO 

oou 


17 790 
Of ./ C\\J 


QO OAO 
Oc.. OUO 


AG. 9RO 
HD.^DU 


1 nn 
I .uu 


R9 RA 




1PP7 


PR 


TVR 

i t n 


rrh 
oou 


17 Aft1 
O / .HO 1 


QO coc 


A7 717 
H/ . / 1 / 


1 nn 

1 .uu 


RA 7Q 
DH. / O 




1PPA 


PP 


TYR 
i t n 


rro 

ODU 


Qe ni 4 

OO.U I H 


QO vl'39 


4ft C\AA 
H0.UHH 


1 00 
l .uu 


RR 71 
DO. /O 




1PPQ 


pm 


TVR 

i t n 


RRH 
ODU 


1R 1 AA 
OD. I HH 


Q1 7A9 
Ol.i H*l 


A7 onn 
H/ .<lUU 


1 nn 

1 .uu 


RQ RO 

Dy.D^ 


35 


ipio 


PP1 
OC I 


TVR 

i t n 


RRH 
ODU 


11 R17 
oo.o I / 


Q1 ceo 
Ol .DDO 


A7 ROA 
H/ .D^H 


1 nn 

I .UU 


R1 9Q 


1P11 

O^O I 


PHP 


TVR 

i T n 


RRO 
OOU 


qc Cfl7 
OO.DU/ 


QO QC7 


4Q 99*5 


1 nn 
I .uu 


RA OR 
DH.UD 




1P1P 


PFP 


TYR 
i t n 


RRO 
OOU 


1A 1 7R 
OH. I /O 


*59 7RQ 

0^. / oy 


4Q RR7 
Hy.DD/ 


1 00 
l .uu 


R1 91 




1P11 


P7 


TYR 
i t n 


RRH 
OOU 


11 11R 


QO APR 


Aft 7HR 
HO. /UD 


1 00 
1 .uu 


RO 1A 
OU. OH 


40 


1P14 


OH 


TYR 
■ i n 


OOU 


19 ni9 


^1 R40 
O I .OHU 


4Q HR4 
Hy.UOH 


1 00 
I .uu 


R1 1 7 
O I . I / 




1P1R 


p 


TYR 
i t n 


RRO 
OOU 


17 PRO 
O/ .^.OU 


^4 904 
OH.^UH 


AR QRA 
HD.yDH 


1 00 
I .uu 


R1 90 




1P1R 


n 


TYR 
i t n 


RRO 
ODU 


Ifi 1 RP 
OO. I D£ 


14 


AR A1Q 


1 00 
I .uu 


RR 17 
OD.O/ 


45 


1P17 


N 
IN 


PI 1 1 


RR1 

OO I 


*5R 0R7 


1R 1 QQ 

od. 1 yy 


AR 9QH 

HD.^yu 


1 00 
I .uu 


R1 RO 
O I .DU 


1P1ft 


PA 


PI 1 1 


RR1 
OO I 


T7 RR7 
O / .00/ 


1R R74 
OD.O / H 


AR HR9 
HO.UD^ 


1 00 
I .uu 


Rft 9A 
DO.^H 




1P1Q 


PR 


PI 1 1 


RR1 
OO 1 


oo.oyo 


Q7 COO 
O/ .JtO 


AR 7RR 
HO. / OD 


1 00 
I .uu 


RA ftR 
OH.OD 




3240 


CG 


GLU 


661 

UU 1 


38 276 


37 577 


4fi PPR 


1 00 


61 41 


50 


3241 


CD 


GLU 


661 


39.283 


38.360 


48.991 


1.00 


60.83 




3242 


0E1 


GLU 


661 


39.961 


39.204 


48.365 


1.00 


59.88 




3243 


0E2 


GLU 


661 


39.387 


38.143 


50.219 


1.00 


59.48 


55 


3244 


C 


GLU 


661 


37.548 


36.918 


44.591 


1.00 


58.50 


3245 


0 


GLU 


661 


36 . 


37 . 536 


44.178 


1.00 


62.37 




3246 


N 


GLU 


662 


38.529 


36.516 


43.798 


1.00 


63.69 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al KJM 


ATA k * TVDC 

AI UM 1 YrE 


RESIDUE 


# 


X 


v 
Y 


z 


B 


*TOl A 

ATOM 


5 


*iOQA 

32o4 




MET 


^ 

666 


OC ICC 

36.156 


OC OAO 

3b. 993 


OT AOO 

37.902 


A AO 

1.00 


A A f f 

63.77 




3285 


oU 


MET 


C C C 

666 


OT OT>l 

37.274 


OC CAO 

35.592 


OT OCC 

37.856 


A AO 

1 .00 


CO TC 

59.75 




OOQC 


Ub 


MET 


c c c 

666 


OT H OA 

37.139 


OC A"7^ 

35.071 


OC 4 CA 

36.150 


A OO 

1.00 


CO A T 

62.17 


10 


OOQ7 


c* 

o 


MET 


666 


OA OOO 

32.338 


O T ATO 

37.078 


OO AAA 

38.411 


A OO 

1.00 


c 4 fro 

61.52 




32 oo 


A 


MET 


666 


O 4 CO A 

31.681 


OT AC C 

37.255 


ot ooo 

37.388 


At A A. 

1.00 


A A A m *9 

60.47 




3289 


N 


LYS 


a a— y 

667 


A ^ AAA 

31.869 


A. A J A A 

36.433 


39.475 


1 .00 


A J A J 

61.04 


15 


3290 


CA 


LYS 


cot 
667 


O O c ^ e 

30.516 


o ^ rt A A 

35.898 


A A J A A 

39.482 


J Ai A 

1.00 


A Ai A A 

62.69 


3291 




LYS 


o ct 
667 


OO OC A 

30.261 


O C O OC 

35.036 


40.726 


J A A 

1 .00 


A *A A /** 

61.46 




3292 


CG 


LYS 


cot 
667 


oo occ 

28.966 


O A riA n 

34.228 


J A A ^ ^ 

40.671 


J A A 

1 .00 


59.84 




3293 




LYS 


c c -7 
667 


o o oto 

28.678 


O O J OT 

33.497 


41 .975 


A OO 

1.00 


A A A ^ 

63.25 


20 


3294 


Ob 


1 w o 

LYS 


CCT 

667 


AO /inn 

28.483 


34.471 


A o 4 OO 

43.123 


A OO 

1 .00 


ro oo 

59.23 




3295 


KI7 


i \/o 
LYb 


667 


AT COA 

27.639 


OO OA -4 

33.891 


J J 4 OO 

44.192 


-I OA 

1 .00 


C -4 OT 

61 .97 




oone 
329b 


O 


■ V/O 

LYS 


cot 
667 


OA C C jl 

29.554 


OT ACC 

37.066 


OA 

39.461 


1.00 


A A A ^ 

63.05 


25 


3297 


i L) 


LYS 


c c t 

667 


OO A CO 

28.459 


oc Air 

36.945 


OO O jl o 

38.942 


A OO 

1.00 


CO C f~ 

60.65 


ooaq 
3298 


N 


TU C* 

THR 


ceo 

668 


AO O O A 

29.981 


O O OO 4 

38.201 


A O O 4 4 

40.011 


A OO 

1.00 


c A rn 

61.58 




oaaa 
3299 


CA 


THR 


668 


OA •* A C 

29.T46 


OA OO O 

39.398 


j/\ OC 4 

40.061 


A OO 

1 .00 


CO O "~ T 

60.37 




3300 


Ob 


Til r-j 

THR 


ceo 

668 


OA COO 

29.609 


jn r% CT 

40.357 


41.149 


A OO 

1 .00 


rro o 4 

59.81 




OOA4 

3301 


OG1 


TLJ O 

THR 


668 


29.776 


OA CO A 

39.634 


A O 0~7O 

42.370 


■4 A A 

1.00 


^ A A A 

59.26 




OOAO 

3302 


Oo2 


Til D 

I HR 


ceo 

668 


oo coo 

28.588 


A A A A A 

41 .442 


A A OCC 

41 .365 


4 OO 

1.00 


CT C O 

57.52 




3303 


O 


THR 


C C 

668 


A A A ^ A 

29.174 


i A J iA 

40.146 


A A ^ J A 

38.746 


4 A A 

1 .00 


A A A A 

60.69 


35 


OOA vt 

3304 


c\ 

O 


TLJ O 

THR 


668 


AO ADA 

28.184 


ji o Tin 

40.749 


oo n in 

38.348 


A OO 

1 .00 


C 4 TO ■ 

61.79 j 


OOAC 

3305 


Kl 


1 CI 1 

LEU 


CCA 

669 


OA OA A 

30.320 


A f\ AAA 

40.111 


OO ATC 

38.076 


A OO 

1.00 


CO o o 

58.82 




oonc 
ooOo 


OA 


1 CI 1 

LEU 


CCA 

669 


OA A TA 

30.479 


A A ~T~7 A 

40.774 


OC ~7 OC 

36.786 


4 OO 

1 .00 


CA CO 

60.62 




330/ 


Ob 


1 CI 1 

LEU 


CCA 

669 


04 C\ A T 

31 .947 


Jl A OCO 

40.863 


OC A A O 

36.412 


A AA 

1 .00 


C A T A 

60.70 


40 


330o 


Oo 


1 CI 1 

LEU 


CCA 

669 


OA C~7A 

32.673 


A A A A A 

41 .944 


OT A OA 

37.192 


-4 A A 

1 .00 


C A OO 

61 .83 




33U9 


Ann 
OUT 


1 CI 1 

LEU 


CCA 

oo9 


o >i -ion 
34.131 


41 .996 


OC TC A 

36.761 


A OO 

1 .00 ; 


CO OA 

63.30 




OOH A 

3310 


OD2 


1 CI 1 

LEU 


C CA 

669 


O -4 AO H 

31.981 


yf O ATC 

43.275 


A A A ^ A 

36.953 


1 .00 


A A A A, 

62.82 


45 


3311 


c* 
O 


1 CI 1 

LEU 


CCA 

669 


OA TOO 

29.736 


ji /-i OOO 

40.028 


OC TAT 

35.707 


A OO 

1.00 


CO CT 

63.57 


3312 


a 


1 CI 1 

LEU 


CCA 

669 


OA C T A 

29.574 


irt C A H 

40.521 


O A C AA 

34.599 


A OA 

1 .00 


A A A A 

63.32 




OOH O 

3313 


Kl 
l\ 


1 CI 1 

LEU 


OTA 

670 


OA OAO 

29.303 


OO OAO 

38.823 


OC AO A 

36.034 


A A A 

1 .00 


CO O A 

62.04 




OO I 4 


OA 


1 CI 1 

LtU 


CTA 
O/U 


OQ CCD 

20.000 


oo.UoU 


QC AQ7 


i AA 
1 .UU 


C/l TA 


50 


3315 


CB 


LEU 


670 


28.662 


36.542 


35.432 


1.00 


63.41 




3316 


CG 


LEU 


670 


29.983 


35.838 


35.078 


1.00 


62.66 




3317 


CD1 


LEU 


670 


29.918 


34.407 


35.554 


1.00 


61.38 


55 


3318 


CD2 


LEU 


670 


30.239 


35.867 


33.580 


1.00 


61.74 


3319 


C 


LEU 


670 


27.111 


38.495 


35.114 


1.00 


60.65 




3320 


O 


LEU 


670 


26.405 


38.402 


34.119 


1.00 


60.67 
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TABLE 3 (continued) 



ATOM TYPE RESIDUE 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



3328 



3329 
3330 



3331 



3332 



3333 
3334 



3335 



3336 



3337 



3338 



3339 



3342 



3343 



3344 



3345 



3346 



3347 



3348 



3349 



3350 



3351 



3352 



3353 



3357 



N 



CA 



CB 



O 



N 



O 



N 



CA 



CB 



CG1 



CG2 



CD 



SER 



SER 



SER 



SER 



SER 



VAL 



VAL 



VAL 



673 



673 



674 



674 



674 



675 



Z ! B 
36.257 | 1.00 
36.386 1.00 



39.756 
40.403 



37.852 I 1.00 
38.198 ! 1-00 



PRO 



39.498 37.819 1.00 



23.606 | 40.677 
25.178 I 40.804 



39.673 i 1.00 
35.613 I 1-00 



676 



24.076 41.295 35.377 | 1.00 



26.320 I 41.354 
26.355 I 42.613 



35.219 
34.492 



27.128 43.650 
26.917 43.688 



35.309 1.00 



36.822 1.00 



27.728 I 44.819 
25.460 43.885 



37.407 1-00 



37.148 1.00 



27.027 42.456 33.131 | 1.00 



27.489 43.430 32.554 | 1.00 



27.070 



41.237 32.613 1.00 



27.732 40.980 31.342 | 1.00 



39.538 
38.718 
41 .280 



31 .3 17 | 1.00 
31.98 7 | 1.00 
30.074 1.00 



41 .502 
41 .267 
41.565 



29.020 1.00 



30.160 I 1.00 
28.995 i 1.00 



24.359 40.281 



23.730 39.420 



28.298 1.00 
29.221 1.00 



23.581 I 42.371 29.402 1.00 



22.904 I 42.050 30.376 | 1-00 



23.321 



43.432 28.653 1.00 



22.190 
22.670 



19.330 



44.299 
45.712 



28.911 1-00 



29.194 1.00 



30.517 I 1.00 
28.078 
27.658 
26.603 
27.764 



45.132 



28.991 



60.80 
60.13 



1.00 



55.83 
59.73 



58.32 



59.37 
60.50 



61.24 



60.10 



65.92 



60.54 



58.59 



62.29 



61.76 



60.43 



60.60 



60.96 



62.26 



62.20 



61.34 
62.88 



60.51 



62.02 



61.79 



61.63 



59.56 



62.21 



60.51 
63.50 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATUM 


Al UM I Yrb 


RESIDUE 


# 


v/ 

X 


Y 


z 


B 


ATOM 


5 


3358 


O A 

OA 


PRO 


a ^ a 

676 


4 A J A J 

19.191 


J J AAA 

44.880 


A A AAA 

26.593 


A A A 

1 .00 


A A A A 

62.22 




3359 


Cd 


PRO 


676 


4 ~» AAA 

17.896 


45.494 


27.156 


■4 A A 

1.00 


58.53 




3360 


oo 
CG 


PRO 


a ^ A 

676 


4 A AAA 

1 8.322 


A A J J -7 

46.117 


28.488 


1.00 


60.68 


10 


AAA a 

3361 


C 


PRO 


a a 
676 


19.839 


45.746 


25.514 


1 .00 


f— f\ -4 A 

58.14 




3362 


O 


PRO 


a —y A 

676 


A A A A j| 

20.824 


A a i «r 

46.435 


25.792 


1 .00 


61 .96 




3363 


N 


I V/O 

LYS 


677 


A /*\ AAA 

19.309 


j| f— — y J A 

45.710 


^ 4 AAA 

24.293 


1 .00 


60.64 


15 


3364 


CA 


1 VP 

LYS 


677 


a n a a 

19.906 


A A r— A ^ 

46.501 


A A A J r 

23.215 


A A A 

1.00 


59.47 


oo/> c 

3365 


CB 


I v/O 

LYS 


677 


19.025 


46.521 


21 .970 


1.00 


61 .69 




3366 


CG 


1 V/O 

LYS 


677 


19.782 


46.912 


20.707 


1.00 


61.32 




3367 


CD 


I V/O 

LYS 


677 


4 O AAA. 

1 8.832 


47.051 


19.514 


A A. A. 

1.00 


A A A A 

61.48 


20 


3368 


CE 


LYS 


677 


1 9.604 


A —T 4 A A 

47.129 


A A A A A 

18.198 


-4 A A 

1 .00 


A A A A 

62.13 




3369 


NZ 


LYS 


677 


20.435 


45.908 


17.952 


1 .00 


60.25 




3370 


C 


I v/o 

LYS 


677 


20.145 


47.929 


23.686 


1 .00 


59.29 


25 


3371 


O 


1 V/O 

LYS 


677 


A A Aj J A 

21.248 


48.235 


A >« J A A 

24.1 58 


1.00 


63.94 


0 0*70 
3372 


K I 

N 


A OO 

ASP 


678 


4 rt W A A 

19.129 


48.796 


A A r— A A 

23.580 


1.00 


61 .98 




3373 


O A 

CA 


A O O 

ASP 


678 


4 /"\ AAA. 

19.302 


r- A 4 —7 A 

50.178 


A A AAA 

24.028 


A A A 

1.00 


A J J A 

61 .19 




a a— 7 a 

3374 


o 0 
CB 


A OI"» 

ASP 


678 


18.178 


51 .083 


23.506 


1.00 


f\ i+\ A A 

60.11 


on 


3375 


CG 


a on 

ASP 


678 


18.515 


52.582 


23.647 


1 .00 


60.40 




3376 


OD1 


a 0 n 

ASP 


678 


18.311 


53.325 


22.652 


1 .00 


60.21 




3377 


OD2 


ASP 


678 


18.980 


53.011 


24.745 


1 .00 


/>\ A A\ /*> 

61 .19 


35 


3378 


C 


A or» 

ASP 


678 


A f°\ A A r~ 

19.395 


f— A A A ^ 

50.284 


25.558 


1 .00 


61.02 


3379 


O 


A O O 

ASP 


678 


18.592 


50.955 


26.210 


1.00 


*~\ a r\ a 

61 .94 




3380 


N 


GLY 


679 


A A AAA 

20.398 


A A A j 

49.604 


A A j A A 

26.108 


A A A 

1.00 


58.42 




3381 


CA 


O 1 V 

GLY 


A -TA 

679 


A A A Jf A 

20.649 


A A A A f— 

49.605 


27.534 


1 .00 


56.97 


w 


0000 
3382 


C 


GLY 


679 


W A ji yl A. 

19.449 


A A AAA 

49.444 


A A A A A 

28.438 


4 A A 

1 .00 


f— A A A 

56.85 




0000 
3383 


O 


GLY 


679 


18.362 


ji A A A J 

49.031 


A A AAA 

28.028 


a r\ n 

1 .00 


59.44 




OOO A 

3384 


Al 

N 


LEU 


AAA 

680 


1 9.674 


jn ~ 7 a a 

49.788 


A A A A A 

29.696 


4 A A 

1 .00 


A A A A 

63.29 


45 


none 

3385 


CA 


■ 1 — 1 1 
LEU 


680 


4 a Arr 

1 8.655 


y« A -T A A 

49.704 


A A —T A— » 

30.727 


1 .00 


A A A f- 

62.45 


3386 


CB 


1 1 — 1 1 
LEU 


AAA 

680 


19.297 


a r\ ^ 0 a 

49.181 


A A A A —T 

32.017 


1 .00 


A A A A 

64.86 




3387 


CG 


1 1 — 1 1 
LEU 


AAA 

680 


A A J H O 

20.118 


a —7 one 

47.895 


A A AAA. 

31 .832 


1 .00 


59.84 




0000 
0000 


phi 


1 CI 1 
LtU 


con 
DOU 




A~7 CQC 


00 ACQ 

00. Ubo 


1 .uu 


en CO 


50 


3389 


CD2 


LEU 


680 


19.181 


46.760 


31 .543 


1.00 


61.01 




3390 


C 


LEU 


680 


18.056 


51.090 


30.955 


1.00 


60.58 




3391 


0 


LEU 


680 


1 8.433 


52.063 


30.298 


1.00 


62.60 


55 


3392 


N 


LYS 


681 


17.120 


51.174 


31 .888 


1.00 


62.27 


3393 


CA 


LYS 


681 


16.486 


52.441 


32.197 


1.00 


63.23 




3394 


CB 


LYS 


681 


15.146 


52.211 


32.901 


1.00 


59.95 
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ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


2 


B 


ATOM 


5 


3395 


CG 


LYS 


681 


14.188 


51 .417 


32.034 


1.00 


60.87 




3396 


CD 


LYS 


681 


12.837 


51.183 


32.665 


1.00 


61.02 




3397 


CE 


LYS 


681 


12.004 


50.295 


31 .740 


1.00 


64.07 


10 


3398 


NZ 


LYS 


681 


10.616 


50.060 


32.218 


1.00 


58.77 




3399 


C 


LYS 


681 


17.414 


53.242 


33.072 


1.00 


60.18 




3400 


O 


LYS 


681 


17.373 


54.462 


33.069 


1.00 


63.10 


15 


3401 


N 


SER 


682 


18.278 


52.554 


33.802 


1.00 


60.92 


3402 


CA 


SER 


682 


19.214 


53.240 


34.681 


1.00 


62.50 




3403 


CB 


SER 


682 


18.953 


52.786 


36.113 


1.00 


62.86 




3404 


OG 


SER 


682 


17.564 


52.589 


36.296 


1.00 


61.69 


20 


3405 


C 


SER 


682 


20.682 


52.993 


34.272 


1.00 


58.65 




3406 


O 


SER 


682 


21.558 


52.781 


35.120 


1.00 


60.76 




3407 


N 


GLN 


683 


20.924 


53.053 


32.961 


1.00 


60.04 


25 


3408 


CA 


GLN 


683 


22.241 


52.840 


32.348 


1.00 


61.19 


3409 


CB 


GLN 


683 


22.156 


53.127 


30.850 


1.00 


59.58 




3410 


CG 


GLN 


683 


23.397 


52.757 


30.056 


1.00 


62.33 




3411 


CD 


GLN 


683 


23.606 


51 .259 


29.955 


1.00 


62.33 


30 


3412 


OE1 


GLN 


683 


22.651 


50.502 


29.759 


1.00 


62.13 




3413 


NE2 


GLN 


683 


24.858 


50.823 


30 065 


1 00 


61 30 




3414 


C 


GLN 


683 


23.397 


53.655 


32.934 


1.00 


61.70 


35 


3415 


0 


GLN 


683 


24.561 


53.335 


32.719 


1.00 


62 18 


3416 


N 


GLU 


684 


23.083 


54.710 


33 666 


1 00 


64 02 




3417 


CA 


GLU 


684 


24.117 


55.539 


34.257 


1.00 


60.92 




3418 


CB 


GLU 


684 


23.541 


56.904 


34.590 


1.00 


62.70 


40 


3419 


CG 


GLU 


684 


22.396 


56.780 


35.574 


1.00 


62.30 




3420 


CD 


GLU 


684 


21.884 


58.112 


36 063 


1.00 


61.33 




3421 


OE1 


GLU 


684 


21.260 


58.120 


37.153 


1.00 


61.85 


45 


3422 


OE2 


GLU 


684 


22.092 


59.135 


35.363 


1.00 


62.66 


3423 


C 


GLU 


684 


24.582 


54.867 


35.534 


1.00 


61.21 




3424 


O 


GLU 


684 


25.741 


54.979 


35.924 


1.00 


63.65 




3425 


N 


LEU 


685 


23.659 


54.181 


36.197 


1.00 


62.46 


50 


3426 


CA 


LEU 


685 


23.992 


53.487 


37.429 


1.00 


60.48 




3427 


CB 


LEU 


685 


22.731 


53.265 


38.269 


1.00 


62.31 




3428 


CG 


LEU 


685 


22.992 


53.036 


39.764 


1.00 


59.19 


55 


3429 


CD1 


LEU 


685 


23.700 


54.245 


40.360 


1.00 


59.86 




3430 


CD2 


LEU 


685 


21 .684 


52.795 


40.485 


1.00 


61.02 




3431 


C 


LEU 


685 


24.657 


52.148 


37.086 


1.00 


61.95 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al UM 


Al vjlvl 1 Yrb 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


3432 


O 


LEU 


ft rtfr 

685 


#n ^ ^rt J 

25.524 


51 .662 


/-v — * rt <*\ A 

37.804 


A A A 

1.00 


rt A rt A 

61.31 




Q A OO 

3433 




nup 

PHE 


A A 

686 


24.264 


51 .566 


rt ^ S*\ A A 

35.964 


j rt rt 

1.00 


A A rt ma 9 

60.07 




3434 


CA 


PHE 


686 


24.832 


50.302 


0 r" r~ Art 

35.560 


1.00 


60.10 


10 


3435 


CB 


PHE 


ft oft 

686 


4f\ AAA ^9 

24.147 


49.785 


rt A AAA 

34.311 


J rt rt 

1.00 


A! -J Ai ^ 

61.65 




3436 


CG 


PHE 


/-v a a 

686 


24.500 


48.372 


33.990 


1.00 


62.45 




O >t ft~7 

3437 


CD 1 


PHE 


a A A 

686 


rt A J 

24.148 


47.352 


rt A A A A 

34.860 


J rt rt 

1.00 


58.40 


15 


n inn 

3438 


CD2 


PHE 


ft rtft 

686 


A, f» rtrt A 

25.204 


48.057 


A A A A 

32.839 


j- rt rt 

1.00 


A A 

57.88 


3439 


CE1 


PHE 


rt rtrt 

686 


24.493 


46.038 


A A ^ A A 

34.589 


J A*\. ^% 

1.00 


58.59 




O A A A 

3440 


/"> r~ ft 

CE2 


PHE 


ft 

686 


25.558 


A ^% ^ A J 

46.741 


Art r - r~ rt 

32.558 


j rt. rt 

1.00 


rt rt Ai _j 

63.31 




O A A A 

3441 


CZ 


PHE 


686 


25.201 


45.733 


A A A A A 

33.433 


J A A. 

1.00 


A _A A f— 

61.15 


20 


ft. A A O 

3442 


C 


PHE 


a a a 

686 


26.321 


50.423 


a p* rt rt ^» 

35.287 


J rt rt. 

1.00 


A A A A 

61.88 




3443 


o 


nur 

PHE 


rt o rt 

686 


27.150 


49.890 


rt A rt A A 

36.038 


A A rt 

1 .00 


rt Ai f— A 

60.58 




ft yl /I J 

3444 


N 


ASP 


i rt rt *T 

687 


26.657 


^ -4 A A n 

51.113 


rt A A A A, 

34.199 


A rt rt 

1 .00 


62.94 


25 


3445 


CA 


ASP 


A 

687 


28.048 


51 .291 


Art A A ™* 

33.817 


A rt A 

1 .00 


A A A rt 

61.00 


O >f A ft 

3446 


CB 


ASP 


a rt ^ 

687 


28.171 


52.397 


32.776 


A rt rt 

1.00 


rt A A 

59.08 




3447 


CG 


ASP 


ft ft. "7 

687 


27.327 


52.131 


A A F* ^ 

31 .555 


A A rt 

1.00 


A rt Art 

63.32 




n A A o 

3448 


OD1 


ASP 


ft ft. ■» 

687 


27.089 


50.940 


A A A ^9 A 

31 .271 


J A A 

1.00 


f— rt A Ai 

59.10 




r> a a r\ 

3449 


OD2 


ASP 


a at 

687 


26.914 


r*rt y^i 

53.098 


rt A A -*T f - 

30.875 


1.00 


^> ^-fc A rti 

63.48 




3450 


C 


ASP 


rt T 

687 


28.853 


51.645 


rt ^ rt f* A 

35.051 


A ^X 

1.00 


60.66 




nirj 

3451 


O 


ASP 


ft rt^ 

687 


29.988 


51 .203 


A P~ A A A 

35.213 


A A Ai 

1 .00 


A A A A^ 

60.12 


35 


3452 


N 


GLU 


688 


28.238 


52.424 


Ai r~ /-^i « a 

35.934 


A rt A 

1.00 


rt rt. rt 

62.70 


3453 


CA 


/— V | | | 

GLU 


o r» 0 
688 


28.869 


52.872 


37.172 


A A A 

1.00 


A A A A 

64.06 




ft, Jl C A 

3454 


CB 


GLU 


ft ft ft 

688 


f-\ — y ft ft-7 

27.967 


53.930 


/-\ — » rt A A 

37.803 


A A A 

1.00 


#■» rt rt rt 

59.69 




3455 


CG 


GLU 


rt o o 

688 


28.530 


f— a — y a r> 

54.718 


A A A A A 

38.963 


A A A 

1 .00 


60.90 


40 


3456 


CD 


GLU 


ft ft ft 

688 


ft ft 
27.609 


ft ft ft 
55.883 


rt rt rt a rt 

39.319 


A a rt 

1.00 


< — rt rt A 

59.61 




3457 


OE1 


GLU 


ft O ft 

688 


ftT ft ft 

27.607 


iTft ft ft r - 

56.905 


rt rt r" 

38.575 


A rt rt 

1.00 


#~ rt rt ^ 

59.94 




3458 


/-\ r-o 

OE2 


GLU 


ft Oft 

688 


Oft ft ~ 7 -4 

26.871 


55.765 


A A AAA 

40.328 


a rt rt 

1 .00 


rt 4 rt A 

61.24 


45 


n Ann 
3459 


C 


/"Mil 

GLU 


ft ft o 

688 


Oft ^ ft-T 

29.137 


51 .726 


Oft -4 ft jl 

38.164 


4 ft ft 

1 .00 


rt rt rt rt 

62.60 , 


3460 


o 


GLU 


ft O ft 

688 


on -< ft ft 

30.199 


r< ft r— ft 

51 .659 


O ft — T ft X 

38.784 


A ft ft 

1.00 


ft 0 ft ft 
62.63 




O il ft H 

3461 


N 


ILE [ 


ft n ft 
689 


O ft 4 ft ft 

28.166 


Cft. ft ft ft 

50.833 


rt rt A A A 

38.314 


A rt rt 

1.00 


A A Art 

61.42 






PA 
On 


it p 

ILC 


ooy 




AQ CQ1 

*fy.oy i 


*3Q OAT 


1 .uu 


CA H Q 
D4. 1 0 


50 


3463 


CB 


ILE 


689 


26.919 


49.043 


39.453 


1.00 


57.30 




3464 


CG2 


ILE 


689 


27.080 


47.686 


40.125 


1.00 


62.29 




3465 


CG1 


ILE 


689 


26.055 


49.980 


40.297 


1.00 


63.30 


55 


3466 


CD1 


ILE 


689 


24.668 


49.458 


40.545 


1.00 


63.34 




3467 


C 


ILE 


689 


29.235 


48.654 


38.590 


1.00 


62.15 




3468 


0 


ILE 


689 


30.079 


48.071 


39.276 


1.00 


59.58 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GRVTIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 





ATOM TYPF 
Ml \JfV\ 1 lit 


RESIDUE 


# ! 


x ! 


Y 


Z 


B 


ATOM J 


o4oy i 


N 

IN 


ARG 


690 1 

w w w 


29.083 1 


48.416 


37.290 


1.00 


63.61 I 


QvlTft \ 
04/U I 




ARG 


690 ' 

W V W 1 


29.938 1 


47.455 


36.606 


1.00 


64.65 


0/171 I 
o4/ 1 


PR 


ARG 


690 t 


29.619 I 


47.429 


35.111 


1.00 


61.26] 


04/ d. \ 


pr; 


ARG 


690 I 


30.319 I 


46.331 


34.331 


1.00 


60.27 I 


o4/ O 


pn 


ARG 

ni i 


690 ! 

\f W \r 


29.665 I 


46.159 


32.967 


1.00 


61.69 


o4/4 


MP 
INC 


ARG 


690 1 

w^ w w I 


30.153 I 


44.983 


32.247 


1.00 


64.60 I 


04/0 [ 


P7 


ARG 


690 I 

\*r W 


31.331 I 


44.907 


31 .640 


1.00 


64.30 1 


1A 7R 


iNn 1 


ARG 


690 


32.158 


45.946 


31 .657 


1.00 


61.6yJ 


o4/ / j 


MHP 


ARG 


690 1 

\y w v | 


31.682 I 


43.793 


31.015 


1.00 


61.35 


04/0 


p 


ARG 


690 

www 


31.387 I 


47.863 


36.824 


1.00 


62.11 


o4/ y 


n 


ARG 


690 ! 

\j \y w 1 


32.208 I 


47.070 


37.268 


1.00 


63.96 


o/i on ' 
o4oU 


M 
IN 


MET 

IVI I— 1 


691 I 


31.690 I 


49.118 


36.521 


1.00 


58.67 


o4o 1 


PA 


MET 

IVI 1 — 1 


691 ! 

WW ■ I 


33.029 


49.642 


36.689 


1.00 


62.38 


rtylQO 

o4o*: 


PR 


MET 

1 V 1 1 — 1 


691 i 


33.015 


51.144 


36.408 


1.00 


63.73 


o4oo 


pn 


MET 

IVI 1 — 1 


691 

w w • 


34.366 


51 .723 


36.003 


1.00 


63.05 


o4o4 




MET 

IVI L_ 1 


691 

w w 1 


35.189 


50.799 


34.661 


1.00 


60.35 1 


O/IQC 

1 o4oD 


pp 
oil 


MET 

IVI t 1 


691 


36.714 


50.382 


35.462 


1.00 


57.09 1 


O/QC 

v34ob 


p 


MET 

IVI I— 1 


691 


33.533 


49.367 


38.106 


1.00 


61.62 


OA Q~7 




MFT 

IVI 1— 1 


691 

w w 1 


34.653 


48.907 


38.300 


1.00 


60.31 I 


O/IQO 

o4oo 


M 
IN 


THR 
1 1 Hi 


692 


32.691 


49.633 


39.095 


1.00 


61.56 


o4oy 


PA 


THR 
ill n 


692 


33.053 


49.428 


40.490 


1.00 


59.70 


o4yu 


PR 


THR 
inn 


692 


31.899 


49.838 


41 .404 


1.00 


61.08 


! o4y i 


I hp,i 

j w\_a I 


THR 

i i i n 


692 


| 31.493 


I 51.167 


41 .074 


1.00 


61.61 


o4y^ 


I PP9 


THR 
inn 


692 

w w 


j 32.331 


I 49.794 


42.860 


1.00 


61.81 


o4yo 


I P 


THR 

i i in 


692 

V w t» 


| 33.478 


I 47.997 


40.837 


1.00 


61.92 


o4y4 


! o 


THR 

i i i n 


692 


| 34.349 


i 47.799 


41.695 


1.00 


59.04 


o4yo 


I M 
I IN 


TYR 


693 

W W 


j 32.850 


47.013 


40.190 


1.00 


58.91 


o4yb 


PA 


TYR 

I i n 


693 


j 33.183 


I 45.605 


40.419 


1.00 


59.83 I 


o4y/ 


I PR 


TYR 
■ i 1 1 


693 

www 


| 31.961 


44.711 


40.241 


1.00 


59.8lJ 


o4yo 




TYR 


693 

w w v*/ 


j 31.053 


I 44.801 


41 .437 


1.00 


63.50 


o4yy 


! PD1 


TYR 


693 


31.565 


I 44.640 


42.728 


1.00 


59.52 


3500 


CE1 


TYR 


693 


30.757 


I 44.793 


43.844 


1.00 


63.13 


I 3501 


I CD2 


TYR 


693 


29.703 


| 45.109 


41 .297 


1.00 


59.74 | 


3502 


CE2 


TYR 


693 


28.892 


I 45.259 


42.409 


1.00 


61.29 


3503 


I CZ 


TYR 


693 


29.428 


45.101 


43.671 


1.00 


62.95 


3504 


| OH 


TYR 


693 


28.625 


I 45.264 


44.760 


1.00 


60.97 


3505 


C 


TYR 


693 


34.310 


45.138 


39.530 


1.00 


j 62.66 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Al UM 


ATAM TVDC 

Al UM 1 Yrb 


nrni r\l ir- 

HEolUUE 


# 


v 

A 


Y 


Z 


B 


ATOM 


5 


OCAC 


u 


TYR 


693 


o a ore 

34.856 


i il OrO 

44.059 


39.732 


1.00 


60.97 




OCA~7 

350/ 


M 


ILE 


nn A 

694 


O A O A O 

34.648 


A r or r 

45.955 


oo r nn 

38.536 


a nn 

1 .00 


nn n a 

62.91 




OCAO 

350 o 


OA 


ILE 


oo a 

694 


oc 7ee 

35.766 


45.651 


37.661 


1.00 


60.76 


70 


OCAA 

3509 


CB 


1 1 r - 

ILE 


o A i 

694 


Or "70/^ 

35.726 


ji n x r o 

46.450 


36.347 


1.00 


63.35 




3510 


CG2 


1 1 r~ 

ILE 


694 


0*T O r *T 

37.057 


46.305 


or" a j j 

35.611 


1.00 


58.86 




nCA A 

3511 


CG1 


ILE 


694 


34.570 


45.956 


35.480 


1.00 


59.03 


15 


3512 


CD1 


ii r - 

ILE 


694 


34.524 


46.568 


34.109 


1.00 


64.66 


351 3 


C 


11 T~ 

ILE 


n o a 

694 


nn f\ A~T 

36.947 


46.106 


38.496 


1 .00 


59.29 




OC4 Vl 

3514 


o 


1 1 r~ 

ILE 


no a 

694 


0*T n~T n 

37.976 


45.450 


38.548 


1 .00 


59.81 




OCH C 

351 5 


hi 

N 


LYS 


£>Or 

695 


on ~7 r> n 

36.788 


a —9 nor 

47.235 


nn j t -4 

39.171 


a nn 

1.00 


nn 4 n 

60.10 


20 


351 b 


CA 


LYS 


nO r 

695 


o^ O r O 

37.850 


A ~ 7 -y J n 

47.718 


ji n nn 4 

40.031 


a nn 

1 .00 


rn ii n 

59.42 




351 7 


OB 


LYS 


^o r 

695 


37.530 


49.111 


40.577 


A OO 

1 .00 


62.71 




3518 


GG 


LYS 


695 


37.525 


50.194 


OO C^O 

39.543 


A OO 

1 .00 


56.74 


25 


3519 


OD 


LYS 


695 


o^ rTn 

37.579 


r -a r r n 

51 .556 


ii o 4 nn 

40.199 


a nn 

1.00 


nn n -4 

62.01 


O CO A 

3520 


n» r- 

CE 


LYS 


/■« n r 

695 


O^ il ro 

37.453 


rn nnn 

52.666 


nn 4 *~?n 

39.170 


a on 

1 .00 


62.05 




3521 


NZ 


LYS 


one 

695 


OT or o 

37.650 


r /4 noo 

54.002 


nn 

39.778 


a nn 

1 .00 


rn f~ r* 

58.55 




3522 


/"N 

c 


LYS 


695 


37.996 


46.741 


41.193 


A 

1.00 


60.49 




3523 


O 


LYS 


nnr 

695 


39.071 


a n no 

46.578 


J A T A A 

41 .744 


1.00 


58.83 




O CO A 

35^4 


N 


^iii 
GLU 


696 


36.906 


46.084 


A A FT FT 

41 .559 


1 .00 


58.96 




3525 


CA 


1 1 

GLU 


696 


36.924 


45.135 


42.663 


1 .00 


63.14 


35 


3526 


CB 


GLU 


696 


35.489 


44.813 


in nnn 

43.080 


a nn 

1 .00 


nn n r 

62.85 


3527 


CG 


GLU 


696 


or o o o 

35.338 


it > onn 

44.392 


J 4 r i A 

44.513 


1.00 


61 .99 




ocoo 
3528 


CD 


GLU 


nnn 

696 


or nnn 

35.888 


AC A a n 

45.410 


a r ii n^ 

45.497 


a nn 

1 .00 


nn nn 

62.60 




OCOA 


Utl 


^i 1 1 
GLU 


696 


or OAA 

35.609 


46.616 


vi r or o 

45.353 


A OO 

1 .00 


60.89 


40 


OCOA 

3530 


UE2 


GLU 


696 


or- ror- 

36.596 


yt a non 

44.999 


46.438 


a nn 

1 .00 


rn a n 

59.40 




OCOi 

3531 


G 


GLU 


AAA 

696 : 


0~7 />C Q 

37.668 


in o r r 

43.855 


ii n o^o 

42.273 


a on 

1 .00 


r>o oo 

63.03 




OCOO 

3532 


u 


i 1 1 
GLU 


696 i 


OO OO -4 

38.281 


in -4 n o 

43.198 


j rt J OO 

43.120 


A OO 

1 .00 


n 4 nn 

61 .00 


45 


ocoo 
3533 


M 


1 CI 1 

LEU 


697 


o^ eoc 

37.605 


A o r 0~7 

43.507 


>i n OA A 

40.990 


4 OA 

1 .00 


n 4 r o 

61 .52 


oeovi 
3534 


OA 


i cri i 
LEU 


697 


OO 0"7A 

38.279 


A O OO it 

42.324 


A O il 

40.487 


A OO 

1.00 


r o ~7 i 

58.74 




ococ 
3535 


OB 


i cri i 
LEU 


697 


0"7 OOA 

37.830 


il o o •< o 

42.018 


oo n r ~7 

39.057 


A OO 

1 .00 


r o on 

58.36 




jjOD 




I Pi i 

LtU 


oy / 


oo.*too 






l .UU 


CO Ci4 
DO.04 


50 


3537 


CD1 


LEU 


697 


37.948 


39.560 


39.208 


1.00 


57.14 




3538 


CD2 


LEU 


697 


38.058 


40.623 


36.972 


1.00 


63.58 




3539 


C 


LEU 


697 


39.766 


42.633 


40.499 


1.00 


60.87 


55 


3540 


O 


LEU 


697 


40.599 


41 .748 


40.683 


1.00 


64.34 




3541 


N 


GLY 


698 


40.087 


43.907 


40.303 


1.00 


63.62 




3542 


CA 


GLY 


698 


41.472 


44.331 


40.285 


1.00 


60.55 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATA ft a 

Al UM 


ATO ft A TVDr 

Al UM 1 ire. 


occirM i c* 

RESIDUE 


# 


A 


Y 


z 


Cl 

B 


ATOM 


5 


3580 


KIT 

NZ 


LYS 


703 


j* c ccc 

46.656 


OO CCA 

38.664 


51 .838 


1.00 


n 4 4 n 

61.16 




3581 


a 


LYS 


703 


i A AiP 

46.645 


OO occ 

39.355 


A O TTO 

46.776 


1.00 


00 00 
60.39 






A 

o 


LYS 


703 


j 0 m a 

46.974 


OO ceo 

08.668 


A T TO 4 

47.731 


1 .00 


O A OC 

61.26 


10 


ocoo 

3583 


Kl 

N 


A O A 

ARG 


704 


A C TOO 

46.790 


OO OC A 

38.951 


A C COO 

45.523 


1 .00 


00 00 
62.02 




O CO A 

3584 


A A 

CA 


A OA 

ARG 


704 


a —7 OCO 

47.369 


OT C A O 

37.649 


45.214 


1.00 


n 4 r* n 

61 .58 




OCO c 

3585 


CB 


A r"» A 

ARG 


TO j* 

704 


J 1 AA 

46.408 


OC O H T 

36.817 


A A /-N A O 

44.368 


1 .00 


f\ A A t~ 

61.15 


15 


ococ 

3586 


CG 


ARG 


TO A 

704 


a r~ OTO 

45.272 


OC 4 TT 

36.177 


45.112 


1 .00 


on ^n 

66.70 


Of O"? 

3587 


A r-\ 

CD 


A OA 

ARG 


704 


j A ATA 

44.871 


O A OCO 

34.956 


44.350 


1 .00 


on n 0 

I 62.98 




O CO o 

3588 


k i r~ 

NE 


A r~» A 

ARG 


TO A 

704 


j rr TO A 

45.731 


O A TO O 

34.788 


J A J Aj J— 

43.185 


1.00 


58.04 




o con 

3589 


CZ 


ARG 


TO a 

704 


A ^ OTO 

45.973 


r% 0 0 j 0 

33.619 


42.601 


1 .00 


O P OiO 

65.26 


20 


o cnn 

3590 


NH1 


A OA 

ARG 


704 


j< ■— 00 

45.422 


OO C 4 0 

32.51 3 


J ^r-h M A| A, 

43.080 


A OO 

1 .00 


00 0 c 

60.05 




O CO 4 

3591 


kILJO 

NH2 


A OA 

ARG 


"TO A 

704 


y* O T O 4 

46.761 


33.552 


41 .538 


1 .00 


00 00 

60.69 




ocoo 

3592 


a 
C 


A OA 

ARG 


TO A 

704 


A 0 coo 

48.686 


OT TOO 

37.792 


A A A A C 

44.445 


1.00 


on 0^ 

62.07 


25 


ocoo 

3593 


a. 


a aa 

ARG 


704 


j| O TTO 

49.779 


OT TOC 

37.725 


A C OOO 

45.029 


A OO 

1.00 


0 0 no 

60.23 


OCO A 

3594 


kl 

N 


A 1 1 1 

GLU 


705 


48.555 


O^T n,n T 

37.997 


43.130 


1 .00 


O A OO 

61.20 




ococ 

3595 


CA 


A 1 1 1 

GLU 


TOC 

705 


AO AOA 

49.686 


on A O A 

38.134 


AO O A O 

42.212 


A OO 

1 .00 


OA AC 

61.45 




3596 


CB 


A III 

GLU 


TOC 

705 


4 4 TO 

49.179 


38.271 


40.776 


A\ r\ /*\ 

1 .00 


^■o 00 

59.83 


•30 


3597 


a a 
CG 


Alii 

GLU 


705 


. 0 000 
49.038 


36.941 


40.015 


1.00 


04 ^ 0 

61 .58 




ocoo 

3598 


CD 


/"N III 

GLU 


TO r~ 

705 


a tw c n O 

48.539 


35.764 


40.875 


1 .00 


00 00 

62.88 




o coo 

3599 


OE1 


A 1 1 1 

GLU 


TO 

705 


47.511 


35.908 


41 .595 


1 .00 


A A O ^ 

61.37 


35 


oooo 

3600 


l — o 

OE2 


A 1 1 1 

GLU 


to ^ 

705 


a r\ -a r\ a 

49.181 


O J A A, /— 

34.685 


40.806 


1 .00 


0 n 0 0 

62.83 


3601 


C 


z~\ iii 
GLU 


705 


50.601 


39.296 


A f\ f A tf\ 

42.542 


1 .00 


0 0 00 

60.29 




3602 


A 

o 


A 1 1 1 

GLU 


705 


CO O A O 

50.212 


A O >t C O 

40.468 


42.446 


1 .00 


0 a nn 

61 .23 




ocoo 

3603 


N 


A 1 V/ 

GLY 


TOC 

706 


C 4 OOO 

51.832 


00 00c 
38.935 


42.896 


4 OO 

1 .00 


on 4 n 

60.12 




OCO A 

3604 


CA 


A 1 V/ 

GLY 


TOC 

706 


CO occ 

52.855 


00 OOO 

39.883 


A O OOO 

43.288 


A OO 

1 .00 


00 0 c 

62.85 




ococ 

3605 


a 
C 


A 1 \/ 

GLY 


■7AA 
706 


CO OOO 

53.083 


A A A r\A 

41 .191 


AO CCO 

42.556 


A OO 

1 .00 


CO AO 

58.46 




ococ 

3606 


o 


A 1 \/ 

GLY 


TOC 

706 


52.603 


JA O A A 

42.244 


42.991 


a no 

1 .00 


on or* 

60.65 


45 


3607 


N 


A Ok 1 

ASN 


—jr\—j 

707 


CO O A O 

53.818 


/* A AAA 

41 .141 


A A A AO 

41 .449 


4 OO 

1.00 


OO C -4 

62.51 


ocoo 

3608 


A A 

CA 


A Ok 1 

ASN 


TOT 

707 


C A A CO 

54.158 


A O OOO 

42.366 


A 0 TOO 

40.729 


A OO 

1.00 


00 00 
63.30 




ocoo 

3609 


acj 

CB 


A O k 1 

ASN 


TOT 

707 


CC C 4 0 

55.516 


a n a 00 

42.196 


AO O A O 

40.013 


A OO 

1 .00 


00 4 

60.74 




OD l U 


Ob 


AoiN 


f\jf 


CC C7C 


ylO QOC 

4U.OOO 


OO occ 


i OO 

1 .UU 


CO i O 


50 


3611 


0D1 


ASN 


707 


55.354 


39.797 


39.950 


1.00 


59.76 




3612 


ND2 


ASN 


707 


56.195 


40.833 


38.128 


1.00 


59.34 




3613 


C 


ASN 


707 


53.134 


42.993 


39.792 


1.00 


59.87 


55 


3614 


O 


ASN 


707 


52.054 


42.451 


39.569 


1.00 


63.44 


3615 


N 


SER 


708 


53.501 


44.161 


39.265 


1.00 


60.90 




3616 


CA 


SER 


708 


52.647 


44.950 


38.382 


1.00 


58.16 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 


RESIDUE 


# 




v I 


7 


R 


ATOM 


3617 


CB 


SER 


708 


53.218 


vlA OCA 
40.OOw j 


OA 944 


1 00 I 

1 .Vu 1 


62 09 

\Aimm * V W 


3618 


OG 


SER 


708 


53.403 j 


4o.y/4 


oq Aifi 


1 nn 

I .Wis j 


61 85 


3619 


C 


SER 


708 


52.432 j 


44.oo4 




1 00 s 


61 28 


3620 T 


O 


SER 


708 


51.400 I 


44.0U/ j 


OA 07O 
00.0/ Jl 


1 00 I 


58 94 


3621 I 


N 


SER 


709 


53.393 j 


4o.t>b/ [ 


Oft A1 ft 


1 00 


61.19 


3622 I 


CA 


SER 


709 


53.266 


/i o ono 

42.95*1 


OK. 1 QO 

00. 1 yo 


1 00 I 

1 .\J\J 


59 82 


3623 I 


CB 


SER 


709 


54.650 


■i r> C07 ( 


OA ftftft 

o*+.ooo 


1 00 

I .\J\J I 


62 14 


3624 I 


OG 


SER 


709 


54.658 


42.000 ' 


OO OAQ 


1 00 


61 67 


3625 I 


C 


SER 


709 


52.338 


41 .74o 


0D.0 I O 


1 00 


59 05 


3626 I 


0 


SER 


709 


51.508 


41 .479 


OA AA° 


1 00 


63 30 


3627 I 


N 


GLN 


710 


52.481 | 


41 .02^ { 


Oft A9ft 


1 00 


63 44 


3628 


CA I 


GLN 


710 


51.652 


on och 1 

39. obi 


Oft fiQ1 


1 00 

1 .\J\J 


59 41 

ww • r 1 1 


3629 


CB I 


GLN 


710 


52.289 


on ooc 
39.UOO 1 


07 ftOO 


1 00 

1 .WW 


63 27 


3630 J 


CG | 


GLN 


710 


53.572 j 


38.329 | 


07 QC/1 


1 00 


60 06 1 

uv. wU 1 


3631 I 


CD 


GLN 


710 


54.362 


37.611 i 


OQ vlftO 
00.4DO 


1 00 


57 38 1 


3632 


OE1 


GLN 


710 


53.781 


0"7 O 4 O 

37.012 


OQ OftQ 


1 00 

I .\J\J 


60 97 1 

WW • w ff 


I 3633 


NE2 


GLN 


710 


55.701 


37.647 


00 OAQ 


1 no 


63 13 ! 

WW. 1 v/ 1 


3634 


C 


GLN 


710 


50.209 


40.281 


07 ni n 
0/ ,U 1 u 


1 no 


62 98 ' 


3635 


i 0 


GLN 


710 


49.250 


39.584 


OC Aft7 

00.00/ 


1 nn 

I .uu 


61 41 

W 1 - T 1 [ 


3636 


N 


ASN 


711 


50.087 


41.451 


07 AA1 
0/.04I 


1 nn 


AQ 07 


I 3637 


| CA 


ASN 


711 


48.815 


jn n>io 

42.048 


OO. U l / 


1 no 


I 59 32 ■ 


3638 


I CB 


| ASN 


711 


49.053 


1 43.439 


oq cm 
00.0 1U 


1 nn 

I .uu 


\ 62 53 


3639 


I CG 


| ASN 


711 


49.400 


J 43.398 


1 Ad ftQR 

4U.uyo 


1 nn 

I .uu 


1 65 70 i 

WW. » vs 1 


3640 


| OD1 


| ASN 


711 


49.886 


A A OOO 

44.000 


/to CftO 


1 no 

I .uu 


1 59 52 1 

WW • W 4— i 1 


I 3641 


ND2 


ASN 


711 


49.140 


42.259 


I AC\ 70ft 
4U. / OO 


1 no 

I .uu 


! 62 62 1 

j \Jl— . [ 


3642 


I C 


ASN 


711 


47.918 


42.167 


1 OA 7QO 


1 no 

I .uu 


T 61 19 1 


3643 


I 0 


J ASN 


711 


46.796 


41 .644 


; OA 77ft 
OO./ IO 


1 no 

I .uu 


1 ^9 41 ! 


3644 


I N 


TRP 


712 


48.418 


j A O O C O 

42.850 


qc 7AO 


1 nn 

I .uu 


I 60 32 

WW.Wb 


3645 


I CA 


TRP 


712 


47.660 


43.044 


I o>* COA 


1 nn 

I .uu 


65 58 

1 ww • ww 


3646 


CB 


TRP 


712 


48.270 


S i i H nn 

44.168 


OO 711 

OO./ 11 


1 nn 

I .uu 


S9 75 


3647 


I CG 


1 TRP 


712 


48.272 


45.426 


O A A A A 

\ 34.444 


l .UU 


CO Of) 

1 oo.ou 


3648 


| CD2 


1 TRP 


712 


47.148 


46.271 


34.668 


1.00 


64.37 J 


3649 


CE2 


TRP 


712 


47.577 


j 47.322 


35.506 


1.00 


59.23 


3650 


1 CE3 


1 TRP 


712 


45.812 


| 46.240 


1 34.245 


1.00 


1 62.90 


3651 


CD1 


TRP 


712 


49.313 


45.976 


35.124 


1.00 


62.87 | 


3652 


NE1 


1 TRP 


712 


48.905 


47.118 


35.770 


1.00 


1 62.24 


I 3653 


CZ2 


1 TRP 


712 


46.719 


48.335 


35.935 


1.00 


1 60.25 



290 



EP 1 375 51 7 A1 

TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 

9 \ 1 v 1*1 


ATOM TYPE 




it 


X 


v 

1 


7 


D 
D 


ATOM 


3654 


CZ3 

u*— o 


TRP 

inn 


71 2 


44 Q54 

•t 1 . ^U T 


47 247 


14 R79 


1 on 

I .Uu 


R1 54 
D l .u*f 


3655 

»JU O O 


CH2 


TRP 


71 2 


45 413 


48 2fl1 


15 R11 
Oo.o I I 


1 nn 
I .uu 


5ft 9ft 


3656 




TRP 
I nr 


712 


47 51ft 

*T / . OOO 


41 R11 


11 RR1 


1 nn 
I .uu 


51 45 
0 I .Ho 


3657 


o 


TRP 
i rii 


71 2 


4fi 511 


41 R21 

*+ 1 . u^o 


19 QQ9 


1 nn 

I -UU 


51 ftQ 

Do.oy 


165ft 




Gl M 


71 1 
/ I o 


4R 5R1 
*tO. ou I 


40 Q74 


11 R/1R 
OO. D'fD 


1 nn 

1 .uu 


59 AA 


165Q 


GA 

U/A 


Gl NJ 

UL IN 


71 1 

/ 1 O 


4ft 4Q1 


1Q 77 ft 


19 ft9Q 


1 nn 
i .uu 


en oa 
t>U.o4 


3660 


CB 

U U 


Gl N 


711 
f I O 


4Q RR5 


1Q Oftft 


19 7R1 


1 nn 
I .uu 


5Q AQ 


3661 


CG 

uu 


Gl N 


711 

/ 1 O 


50 4Q5 


1Q 114 


11 171 
O I .Or I 


1 nn 
I .uu 


R1 AC\ 
D 1 .HU 


3662 


CD 
uu 


Gl N 


711 
/ I O 


4Q R94 


1R 41 4 


in iir 

OU.OOD 


1 nn 
I .uu 


fin aft 
ou.yo 


1RR1 




Gl M 


71 1 
f I O 


i 4Q lOfi 


ift Qftn 


9Q 9ft5 


1 nn 
I .uu 


fin Q7 
ou.y / 


3664 


NF2 


Gl N 

u, L.IN 


71*3 
f I O 


4Q 219 


17 171 
O/ . 1 / O 


10 R9Q 


1 nn 
I .uu 


fi9 1 Q 


3665 


c 


Gl NJ 


711 

/ 1 O 


47 44R 


1ft ft47 
OO.OH f 


ii 49n 


1 nn 
I .uu 


fi4 17 


3666 


o 

u» 


Gl N 


71Q 
f 1 O 


4fi ft41 


1ft 017 


19 799 


1 nn 
I .uu 


R9 77 


3667 


N 


ARG 


714 


47 942 


1ft QQ1 


14 794 
OH. / C. 1 * 


1 no 
I .uu 


fin 5n 

OU.oU 


1668 


Urt 


ARG 


714 


4R 27R 


1ft 201 


15 4ft1 


1 on 
I .uu 


fin fti 

OU.O I 


366Q 


CB 

uu 


ARG 


714 


4R 5R0 


1ft 1R2 


1R Q7ft 

oo.y / o 


1 nn 
l .uu 


fi1 99 


3670 

OU / V/ 


CG 
uu 


ARG 

AA iju 


714 


45 ROQ 


17 R1 1 
o/ .u 1 o 


17 ftQ7 


1 nn 
I .uu 


fin on 
ou.yu 


3671 


CD 

ULS 


ARG 


714 


45 R5fl 

Hu.OoO 


1R 110 


17 ftQ4 

o/ .oy't 


1 nn 
I .uu 


fin 47 


3672 

OU / <— 


NIF 


ARG 


714 


44 QQQ 
*r*r.ouo 


1^ 4RR 


1ft ft 5ft 


1 nn 

I .uu 


fin 79 

OU. / d. 


3673 

OU / O 


C7 

VI . 


ARG 


714 


44 777 


14 14*; 

Of. I *fo 


ift flftn 

oO.ODU 


1 nn 
I .uu 


fi9 49 


3674 


NH1 


ARG 


714 


45 15ft 

HO.OoO 


11 1R9 


17 Q41 

o/ .y*fO 


1 nn 
l .uu 


57 fiQ 


3675 
# o 


NH2 

INI 1 £. 


ARG 


714 


41 QR7 


11 R01 
OO.DVJ 1 


1Q 7R9 


1 nn 
I .uu 


R1 94 


3676 

OU / u 


c 

U 


ARG 
nnu 


714 


44 R77 


1ft 799 

OO. / C-c- 


15 174 
Oo. I / *f 


1 nn 
I .uu 


fi1 77 


3677 

OU 1 1 


u? 


ARG 
nnu 


714 


41 oin 


17 Q4Q 

Ol .U*TJ7 


15 no7 

Oo.uU / 


1 nn 
I .uu 


51 51 


3678 

OU 1 u 


N 
i n 


PHF 

r ml 


715 

/ 1 O 


44 7R5 


40 044 


15 107 
OO. 1 U/ 


1 00 
I .Uu 


5Q Q1 

oy .yo 


3679 

OU 1 \J 


CA 


PHF 


71 5 

1 1 o 


41 502 


40 RQ1 1 


14 ftOQ 


1 00 
I .uu 


59 Rn 

Ot.OU 


3680 

ouuu 


CB 

vu 


PHF 

r i iL 


71 5 

/ 1 o 


41 RIO 

*TO.OOU 


49 901 


14 Q19 


1 on 
I .uu 


fi1 Q1 

o i .y i 


3681 

OUU 1 


CG 

Uu 


PHF 

r i it. 


71 5 

/ 1 o 


42 115 


49 Q0Q 


14 74Q 

Ot . / 


1 00 
1 .uu 


fil ift 
oo.oo 


3682 


CD1 

VU 1 


PHF 

1 1 1 L_ 


71 5 

1 1 o 


41 140 

H 1 . OHU 


49 77Q 


15 70R 
Oo. / Uu 


1 00 
I .uu 


fi9 Ifi 


3683 

OUUU 


CD2 


PHF 


715 

/ 1 o 


42 062 


41 610 

*to.u 1 u 


11 5ft 1 

OO.JO 1 


1 00 
I .uu 


R9 07 


3684 


CE1 


PHE 


715 


40 091 

• u 7 « u* u» ■ 


43 323 


35 504 


1 00 


60 49 


3685 


CE2 


PHE 


715 


40.815 


44.162 


33.365 


1.00 


62.56 


3686 


CZ 


PHE 


715 


39.823 


44.017 


34.328 


1.00 


61.44 


3687 


C 


PHE 


715 


43.046 


40.353 


33.395 


1.00 


60.17 


3688 


O 


PHE 


715 


41.849 


40.288 


33.115 


1.00 


59.69 


3689 


N 


TYR 


716 


44.017 


40.157 


32.507 


1.00 


61.56 


3690 


CA 


TYR 


716 


43.749 


39.820 


31.116 


1.00 


60.99 
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TABLE 3 ( continued) 

ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE | 


RESIDUE 


# 


X 


Y 


7 I 


B 

i 


ATOM 


3691 | 


CB I 


TYR 


716 


A r~ f\ A O I 

45.043 | 




on pq7 


1 00 


62.72 I 


i 3692 I 


CG T 


TYR 


716 


A A f\ A f\ 

44.810 




9ft ftpft 


1 00 


61.29 I 


I 3693 | 


CD1 I 


TYR 


716 


MA A A f" f 

44.115 


A f\ CO A 




1 00 I 


57.90 I 


| 3694 | 


CE1 I 


TYR 


716 


43.790 


a f\ r>CO 


9ft 79ft 


1 00 


62.63 I 


I 3695 I 


CD2 I 


TYR 


716 


45.188 


38.399 


no OA9 


1 00 

1 .\J\J I 


65.06 


| 3696 | 


CE2 | 


TYR 


716 


44.866 


rtO AAA 

38.111 


OC QOO 


1 00 


60.30 I 


[ 3697 I 


CZ I 


TYR 


716 


44.161 


39.044 


9ft 1 79 I 


1 00 


62.23 


| 3698 I 


OH ~T 


TYR 


716 


43.798 


38.768 


94 ft70 
^4.o/U 


1 oo ! 


58.39 I 


I 3699 [ 


c J 


TYR 


716 


43.157 


38.419 


91 09ft 


1 00 

1 .UU 1 


62.09 j 


3700 


O j 


TYR 


716 


42.085 


38.21 3 


on ARQ 


i 00 


60.05 


I 3701 I 


N | 


GLN 


717 


43.875 


37.460 


O 1 .0 1 1 


1 00 


62.41 I 


I 3702 [ 


CA j 


GLN 


717 


43.449 


36.071 


Ol ft99 


1 00 


60 55 I 


3703 I 


CB I 


GLN 1 


717 


A A A /"\ t*\ 

44.409 


on ooo 

35.2^ 


99 Afift 


1 00 I 


59.06 1 


3704 


CG | 


GLN j" 


717 


45.855 


35.166 


91 Q7ft 

oi.y/o 


1 00 

I .\JU I 


60 27 1 


I 3705 I 


CD j 


GLN j 


717 


46.758 I 


o a o c "7 ' 

34.357 | 


OO Q1Q 


1 00 
I .uu 


60 87 1 


I 3706 


OE1 


GLN | 


717 


46.844 


34.639 j 


O/l 1 9A i 
J4.1^4 


1 00 


61 07 I 


3707 


NE2 I 


GLN 


717 


47.437 


33.352 I 


OO OftQ 


1 00 


62 22 ! 


I 3708 


C 


GLN 


717 


42.048 


OIT OO A 

35.931 


OO 1 QA 

o£, I y4 


1 00 

1 .\J\J 


59 73 I 


J 3709 


i ° 


GLN 


717 


41.156 


35.383 


Ol ft/1 ft 


1 00 

I .\J\J 


64 26 I 


| 3710 


N 


LEU I 718 


41.867 


36.428 


OO A 1 ft 
00.410 


1 00 


\ 58 62 I 


3711 


CA 


LEU 


718 


40.582 


36.348 


o/i -im 


1 00 

I I .\J\J 


i 60 65 I 


3712 


CB 


[iu 


718 


40.708 


36.899 


qc con 


I 1 00 


j 61.42 I 


3713 


j CG 


j [iu 


718 


41.661 


i OO A t O 

36.158 


Oft AQ~7 


1 00 

1 1 .uu 


I 61.76 I 


3714 


CD1 


LEU 


718 


41.717 


| 36.889 


I ot ono 


11 00 

I .\J\J 


F 60 77 I 


3715 


] CD2 


j [iu 


718 


41.210 


34.721 


I oc 7ni 


1 00 


1 59 74 1 

vW ■ ■ ■ l 


3716 


I C 


j LEU 


718 


39.427 


37.034 


! OO 97ft 


1 00 


I 59 70 1 

WW • * w 1 


3717 


O 


LEU 


718 


38.330 


1 36.495 


I OO 09T 


\ 1 00 


1" 60 84 ! 


3718 




1 THR 


719 


39.661 


1 38.211 


I OO Q1 9 


1 00 


1 62 09 1 

1 ' *— ■ W W 1 


3719 


j CA 


j THR 


719 


38.608 


S oft c 

38.925 


i oo noft 


1 00 

I .uu 


1 59 89 

w • w w 


3720 


j CB 


THR 


719 


38.985 


40.3o7 


91 QOO 

o i .yuu 


1 00 


! 63.01 


3721 


j OG1 


j THR 


719 


40.248 


3 a r\ a o C 

| 40.465 


01 997 


1 00 


1 63 25 


3722 


CG2 


THR 


719 


39.087 


41.082 


33.240 


1.00 


61 .82 


3723 


I ^ 


~j THR 


719 


38.329 


I 38.291 


30.733 


1.00 


1 61.35 


3724 


I ° 


j THR 


719 


37.349 


I 38.622 


I 30.062 


1.00 


61.10 


3725 


N 


LYS 


720 


39.203 


37.371 


30.341 


1.00 


62.98 


3726 


1 CA 


"1 [ys 


720 


39.074 


36.651 


29.079 


1.00 


~1 61 .71 


3727 


T CB 


1 LYS 


720 


40.460 


36.209 


28.588 


1.00 


62.48 



292 



EP 1 375 517 A1 

TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




Ml VJM 


Ml UM 1 Yrh 


RESIDUE 


it 

# 


v 

A 


Y 


z 


B 


ATOM 


5 


0.7OQ 

of do 


OG 


I LYS 


—9 O f\ 

720 


40.500 


oc one 
35.805 


OT A OO 

27.128 


A OO 

1 .00 


58.53 






OD 


LYS 


t oo 

720 


a o noo 

40.038 


Off OTO 

36.972 


26.251 


1.00 


59.89 




Q700 

I o/oU 


/-n r— 

Ob 


LYS 


too 
720 


OO £> H O 

39.616 


Off C" O i< 

36.524 


24.842 


1.00 


58.48 


10 


070 i 


NZ 


LYS 


too 
720 


OO TTO 

38.772 


OT CTO 

37.570 


24.209 


1.00 


60.64 




0700 

ofotd 


C 


LYS 


*^oo 

720 


OO 4 O A 

38.184 


or >i oo 

35.430 


29.331 


1.00 


61 .74 




0700 

3733 


o 


LYS 


too 

720 


OT ilTO 

37.479 


34.962 


28.438 


1.00 


61.10 


15 


070/1 


Kl 


i r~i i 

LEU 


721 


OO ooo 

38.228 


O 4 OOO 

34.923 


30.560 


1.00 


61.01 


3735 


OA 


I ci i 

LEU 


721 


OT A 4 T 

37.417 


OO TTO 

33.776 


30.938 


1.00 


64.67 




070C 

3736 


CB 


i ci i 

LEU 


721 


OT OOT 

37.897 


oo •« r> —j 

33.187 


32.268 


1.00 


59.87 




of of 


CG 


1 T~\ i 

LEU 


to^ 

721 


o O^ O 

37.656 


31 .707 


32.594 


1.00 


61.04 


OO 


0700 

3738 


CD1 


LEU 


72 1 


OT TO O 

37.766 


o 4\ rr a o 

31 .549 


34.095 


1 .00 


57.32 






OU2 


i ci i 
LbU 


721 


off ooo 

36.292 


31 .224 


32.130 


1.00 


59.37 




3/40 


O 


LbU 


TO-4 

721 


o c ooo 

35.983 


34.277 


31 .078 


1.00 


62.25 


25 


3/41 


O 


i ci i 

i LEU 


"TO 4 

721 


35.031 


OO roo 

33.533 


30.860 


A O O 

1.00 


57.52 




In 


1 CI 1 

LEU 


TOO 

722 


off ooo 

35.830 


35.540 


31 .455 


A OO 

1 .00 


62.01 




3/43 


OA 


1 CI 1 

LbU 


"TOO 

722 


O >4 COO 

34.503 


OO A A O 

36.113 


O A PO-4 

31 .591 


A O O 

1.00 


OO o o 

62.92 




3/44 


Ob 


1 CI 1 

LEU 


"TOO 

722 


O A TTO 

34.578 


OT jl OT 

37.497 


32.246 


A O O 

1 .00 


O J O -A 

61 .91 




ry-f A r- 

3745 


CG 


i i — i ■ 
LEU 


TOO 

722 


34.841 


37.559 


33.754 


1.00 


58.92 




07/1 ff 

3/4o 


OU1 


1 CI 1 

LEU 


TOO 

722 


O ji O Jl ff 

34.946 


38.986 


34.193 


1.00 


62.12 




of 47 


OD2 


1 CI 1 

LEU 


TOO 

722 


O O TO O 

33.728 


O O OTO 

36.876 


34.507 


A O O 

1.00 


62.52 


35 


0~7A O 

3/48 


O 


1 CI 1 

LEU 


TOO 

722 


OO O A O 

33.949 


OO ooo 

36.226 


30.180 


A O O 

1.00 


59.20 


07/1 O 

3/4y 


(J 


1 CI 1 

LbU 


TOO 

722 


o o ooo 

32.883 


O C OOT 

35.697 


oo nr /i 

29.854 


A OO 

1 .00 


OO j* o 

60.43 




07CA 

3/50 


Kl 
IN 


a eta 
Aor 


TOO 

723 


O A ~74 A 

34.714 


Off rm 

36.911 


OO O A A 

29.344 


A OO 

1.00 


OO OO 

60.22 




3/51 


OA 


A OO 

Aor 


TOO 

723 


O A OTO 

34.379 


37.143 


27.952 


A O O 

1.00 


60.07 


40 


3/52 


Od 


A OD 

Aor 


TOO 

723 


r> c cot 

35.607 


OT ffOT 

37.697 


27.248 


A OO 

1 .00 


59.74 






OG 


A OD 

Aor 


TOO 

723 ; 


OC OT 

35.437 


OO -i A C 

39.115 


OO ooo 

26.832 


4 o o 

1.00 


f\ A**l A 

60.94 




OTC vl 

3/54 


CJU i 


A O D 

AoP 


TOO 

723 


O Jl O Z™ 1 o 

34.869 


OO ooo 

39.890 


OT OOO 

27.626 


A OO 

1.00 


OO O f\ 

63.82 


45 


Q7C C 

3/55 


UU2 


A OD 

Aor 


TOO 

723 


o rr ooo 

35.883 


OO A A r~ 

39.445 


Or ~TA O 

25.713 


A OO 

1 .00 


O O "7A 

63.76 


Of DO 


o 


A O D 

Aor 


TOO 

723 


OO ooo 

33.909 


Off ooo 

35.899 


O^ i 

27.214 


A O O f 

1.00 


61 .21 




Q7C7 
Of Of 




A OD 

Aor 


TOO 

723 


OO A OO 

33.108 


OC OO A 

35.981 


Off ooo 

26.292 


4 OO 

1 .00 


O H CT 

61 .67 




O / DO 


M 

IN 


CCD 

ocn 


/ fcT 


Ot.T 1 T 


lA 7A*i 
Or. / tO 


.0 1 O 


l .00 


CO i Q 

b^. i y 


50 


3759 


CA 


SER 


724 


34.054 


33.521 


26.923 


1.00 


62.38 




3760 


CB 


SER 


724 


35.256 


32.578 


26.876 


1.00 


61.26 




3761 


OG 


SER 


724 


35.743 


32.308 


28.175 


1.00 


62.27 


55 


3762 


C 


SER 


724 


32.869 


32.823 


27.539 


1.00 


63.42 




3763 


O 


SER 


724 


32.419 


31 .785 


27.054 


1.00 


60.80 




3764 


N 


MET 


725 


32.352 


33.395 


28.613 


1.00 


61.24 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 

r\ 1 v_/ ivi 


ATOM TYPE 


RESIDUE 


# ! 


X 


Y 


Z 


B 


ATOM 


Of U J 


CA 


MET 


725 


31.209 


32.794 


29.265 


1.00 


60.73 


T766 


CB 


MET 


725 


30.955 


33.461 


30.608 


1.00 


62.85 




CG 


MET 


725 


30.460 


32.506 


31 .654 


1.00 


63.01 


O / DO 


SD 


MET 


725 


31.773 


31 .403 


32.092 


1.00 


57.07 




CE 


MET 


725 


30.949 


30.380 


33.178 


1.00 


59.44 




c 


MET 


725 


30.008 


32.987 


28.352 


1.00 


59.13 


o / / 1 


0 


MET 


725 


29.022 


32.254 


28.437 


1.00 


62.11 


Q770 


N 


HIS 


726 


30.105 


33.973 


27.465 


1.00 


58.55 




CA 


HIS 


726 


29.021 


34.267 


26.547 


1.00 


60.99 


^774 


CB 


HIS 


726 


29.302 


35.554 


25.769 


1.00 


62.45 


077c: 


CG 


HIS 


726 


29.036 


36.801 


26.557 


1.00 


59.03 


^77 fi 


CD2 


HIS 


726 


27.909 


37.248 


27.161 


1.00 


60.25 


O777 


ND1 


HIS 


726 


30.003 


37.753 


26.800 


1.00 


61.07 


^77R 


CE1 


HIS 


726 


29.484 


38.731 


27.520 


1.00 


61.93 


T77Q 


NE2 ' 


HIS 


726 


28.215 


38.451 


27.752 


1.00 


59.78 


^7ftn 

0/ ou 


c 


HIS 


726 


28.773 


33.116 


25.601 


1.00 


58.35 


0/ 0 1 


0 


HIS 


726 


27.638 


32.696 


25.438 


1.00 


61.58 


0 # o&. 


N 
1 ^1 


GLU 


727 


29.816 


32.571 


24.993 


1.00 


62.79 


O / OO 




GLU 


727 


29.574 


31.461 


24.086 


1.00 


60.53 


O / OH 


CB 


GLU 


727 


30.693 


31 .307 


23.055 


1.00 


59.90 


O / OO 


CG 


GLU 


727 


32.005 


30.809 


23.578 


1.00 


57.32 


0/ OO 


CD 


GLU 


727 


32.838 


30.187 


22.473 


1.00 


59.99 


0 / 0 # 


OE1 


GLU 


727 


34.057 


30.013 


22.680 


1.00 


62.44 


0 / 00 


OE2 

1 r 


GLU 


727 


32.275 


29.862 


21 .400 


1.00 


63.27 




c 


GLU 


727 


29.351 


30.138 


24.791 


1.00 


59.24 




0 


GLU 


727 


28.779 


29.233 


24.203 


1.00 


62.98 


T7Q1 


N 


VAL 


728 


29.812 


29.992 


26.029 


1.00 


60.19 




i CA 


VAL 


728 


29.546 


28.732 


26.721 


1.00 


58.29 




CB 


VAL 


728 


30.493 


28.481 


27.956 


1.00 


58.87 


T7Q4 


CG1 


VAL 


728 


31.261 


29.728 


28.304 


1.00 


60.81 


3795 


CG2 


VAL 


728 


29.694 


28.002 


29.152 


1.00 


61.95 


3796 


C 


VAL 


728 


28.082 


28.825 


27.145 


1.00 


59.41 


3797 


O 


VAL 


728 


27.335 


27.848 


27.046 


1.00 


61.38 


3798 


N 


VAL 


729 


27.670 


30.014 


27.585 


1.00 


59.91 


3799 


CA 


VAL 


729 


26.283 


30.238 


27.971 


1.00 


60.73 


3800 


CB 


VAL 


729 


26.072 


31 .664 


28.504 


1.00 


63.53 


3801 I CG1 


VAL 


729 


24.602 


32.062 


28.406 


1.00 


62.52 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATAfc Jl 

A I UM 


Al UM 1 YPE 


nr™oir"%i i f~~ 

RESIDUE 


it 

# 


X 


Y 


z 


P"-K 

B 


A"TA| A 

ATOM 


5 


3802 


Oo2 


1 JAI 

VAL 


729 


26.513 


31 .725 


29.946 


A A A^ 

1.00 


A"* A A 

62.40 




ooao 
3803 


O 

c 


1 # A ■ 

VAL 


a a 

729 


25.397 


30.004 


A A A A 

26.749 


•4 A A 

1.00 


A ■*! A 

62.11 




3804 


A 


\ / A 1 

VAL 


•™t a, a 

729 


24.279 


29.493 


26.868 


■41 XX ^X 

1.00 


58.35 


10 


OOOE" 

3805 


K 1 

N 


GLU 


730 


XX ^— a J 

25.894 


30.372 


25.571 


, 1.00 


59.30 




3806 


CA 


/■*» iii 
GLU 


730 


25.133 


30.146 


A^ A A J T 

24.347 


1.00 


A ■A /-» —*» 

61.37 




3807 


CB 


, — » iii 
GLU 


^» a A 

730 


25.940 


30.546 


Ai A ^ A r*" 

23.125 


^ A A 

1 .00 


57.56 


15 


3808 


CG 


SS III 

GLU 


730 


25.202 


31 .467 


AA ^ A A. 

22.199 


1.00 


61 .79 


3809 


CD 


/~S til 

GLU 


730 


25.875 


31.569 


/-\ A A r~ A 

20.859 


a a A 

1.00 


A A A *^ 

62.47 




3810 


OE1 


/~» iii 
GLU 


730 


/•\«« a a xx 

27.039 


32.032 


20.811 


A A A 

1 .00 


A A A 

62.43 




3811 


/xi""o 

OE2 


GLU 


730 


XX a A r~ 

25.235 


31.178 


19.858 


1.00 


61.70 


20 


3812 


C 


/-\ i i • 
GLU 


730 


24.832 


28.660 


24.267 


A A /*\ 

1.00 


A A A A 

60.90 




3813 


o 


GLU 


730 


23.701 


ft, O A A 

28.244 


f~\ A A A A 

24.449 


44] A A 

1 .00 


A A A A 

63.19 




3814 


N 


A OKI 

ASN 


731 


OCT rtO 4 

25.864 


ft.— T» AAA 

27.866 


/~\ A A J A 

24.013 


<-i A A 

1 .00 


A «i A A 

61.88 


25 


3815 


CA 


A OK 1 

ASN 


731 


25.729 


26.416 


A A A 4f A 

23.919 


*tt A A 

1.00 


A A A A 

63.18 


3816 


CB 


A OK 1 

ASN 


731 


A*—» j A A 

27.109 


25.761 


A A ^ A 

23.859 


«Al A A 

1 .00 


56.96 




3817 


CG 


A OK 1 

ASN 


731 


a^ ^ 

27.516 


A f— AAA 

25.393 


A A AAA 

22.449 


«i A A 

1 .00 


A *l *— A 

61.50 




3818 


OD1 


A OK 1 

ASN 


731 


A A A A A 

26.909 


A. a ^ i— 

24.515 


^ A A A 

21.808 


_j A A 

1 .00 


A A -J 

59.01 


ou 


3819 


k i no 

ND2 


A OK 1 

ASN 


^ xx a 

731 


AA f— P» A, 

28.552 


A A ATA 

26.059 


21 .953 


A A A 

1 .00 


XS XX A A. 

62.29 




3820 


o 
C 


A OKI 

ASN 


TO 4 

731 


O il OOT 

24.927 


25.773 


25.045 


A A 

1.00 


A A A.— » 

62.97 




3821 


O 


ASN 


731 


24.251 


24.772 


24.834 


1.00 


X**i XX /*X XX 

60.93 


35 


o ooo 

3822 


K 1 

N 


i n i 

LEU 


732 


25.002 


A A f\ A 

26.330 


A A A A A 

26.246 


A A A 

1.00 


XX A 

59.50 


oooo 

3823 


CA 


i f" i i 

LEU 


732 


24.241 


25.737 


/~y — jr A A A 

27.326 


j A A 

1.00 


57.74 




3824 


/-"v r-> 

CB 


I r~ i i 

LEU 


732 


24.826 


0/"» 4 OO 

26.120 


A AAA 

28.668 


aI A A 

1 .00 


A ^ A A 

61.00 




3825 


CG 


i n i 

LEU 


—9 f\ f\ 

732 


25.964 


25.172 


A^ A A A 

29.078 


A A A 

1.00 


A A XX A 

60.69 


40 


3826 


CU1 


i r~ i i 

LEU 


too 

732 


26.278 


of* rn ii 

25.584 


A A A r— A 

30.458 


4 A A 

1.00 


A A A A 

63.28 




0007 

3827 


CD2 


I m i 

LEU 


732 


o rr r on 

25.589 


OO ooo 

23.663 


/*% A A A 

29.058 


A /"> A 

1 .00 


A A A A 

63.30 




oooo 

3828 


c 


i pi i 
LEU 


732 


22.761 i 


A A A A A 

26.089 


27.240 


1.00 


A A A A 

61 .98 


45 


3829 


A 


LEU 


too 

732 


21 .912 


o c* ooo 

25.269 


27.574 


4 OO 

1.00 


/"»0 ft ~T 

63.87 


OOOA 


Kl 

N 


LEU 


TOO 

733 


OO A fT ^> 

22.456 


o~y oo a 

27.294 


26.762 


4 OO 

1 .00 


A A A A 

63.36 




OQO 4 

3831 


f» A 

CA 


i r~ i i 

LEU 


"TOO 

733 


O 4 OTO 

21 .073 


OT Ti i 

27.744 


Of> r?oo 

26.596 


A A A 

1.00 


57.15 








i pi i 

LtU 


7QQ. 


£l .U4U 


OA OA 4 




1 AA 

1 .uu 


CA OA 


50 


3833 


CG 


LEU 


733 


21.134 


30.193 


27.481 


1.00 


57.97 




3834 


CD1 


LEU 


733 


21.471 


31.571 


26.956 


1.00 


62.48 




3835 


CD2 


LEU 


733 


19.824 


30.212 


28.272 


1.00 


62.63 


55 


3836 


C 


LEU 


733 


20.354 


26.997 


25.470 


1.00 


63.32 




3837 


0 


LEU 


733 


19.256 


26.475 


25.655 


1.00 


61.30 




3838 


N 


ASN 


734 


20.965 


26.972 


24.292 


1.00 


57.57 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




A I UM 


Al UM TYPE 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


OD7C 

3876 


CA 


/A | k | 

GLN 


^ xx xv 

738 


A f* "Trt rt 

1 5.786 


rt rt — t r rt 

22.752 


xxxx *^xx xx 

22.798 


A XV XX 

1.00 


XV J XV XX 

61.63 




0077 

3877 


CB 


^ 1 k 1 

GLN 


—m A A 

738 


17.078 


rt rt ^ rt A 

22.181 


XXXX XX XX rt 

22.220 


^ rt xv 

1.00 


XX XX p— XX 

62.59 




3878 


/A /A 

CG 


jA I LI 

GLN 


""T A- 

738 


16.989 


f\ rt rt xx r~ 

20.805 


xx A ^— 

21 .575 


A XV rt 

1.00 


XX J »™ XX 

61.50 


10 


3879 


AA 

CD 


GLN 


738 


A O. X*XXX XV 

18.368 


rtrt ^ A A 

20.144 


XX U ^— XX A 

21.521 


j xx XV 

1.00 


XXXX —9 XX 

62.73 




3880 


/A. r— j 

OE1 


/A I II 

GLN 


rt 

738 


J A r^ 1 rt A 

18.581 


A rt rt rt /*x 

19.062 


/"V ^V XV XX XX 

22.093 


A XV XV 

1.00 


XV XV 

60.75 




A ("» A A 

3881 


k 1 ^ A 

NE2 


GLN 


738 


19.321 


20.808 


20.853 


1.00 


61.08 


15 


n o o n 

3882 


/A) 

C 


A • LI 

GLN 


738 


W f XX a - XX 

1 5.043 


rt A rt ^ f 

21 .677 


XXXV /a, j 

23.591 


A r\ /At 

1.00 


62.87 


O O O l*i 

3883 


/A 

o 


/"> 1 k i 

GLN 


738 


1 3.970 


rt 4 rtrt r~ 

21 .235 


XX rt A XV XV 

23.180 


j XV XV 

1.00 


62.00 




3884 


N 


-^1 ■ IA 

THR 


739 


15.595 


XX -4 rt XX XX 

21 .262 


XX A *T XX P* 

24.725 


^ XX XX 

1.00 


*V ^V 4 

62.54 




3885 


A A 

CA 


THR 


—9 rt X\ 

739 


14.937 


xxxx xxxx rt 

20.228 


/a. r~ A ^X 

25.513 


A XV ^V 

1.00 


XV XV XV XV 

62.00 


20 


3886 


CB 


THR 


rt xx 

739 


J f— /A. A /-V 

15.883 


4 rt ^ — r rt 

19.572 


XX rt ^ rtrt 

26.529 


J XV XV 

1.00 


XV A XV 

61.40 




3887 


OG1 


TI 1 IA 

THR 


rt xx 

739 


J rt f\ A J 

16.041 


XXXX A XX^9 

20.437 


XX**T XV f~ XX 

27.659 


A XX XV 

1.00 


a— «*h 4t XV 

59.46 




o o o o 

3888 


«A /A A 

CG2 


THR 


*^ xv a. 

739 


J Art J 

1 7.234 


A XX XX XX XX 

19.302 


XX X" XX XX XX 

25.902 


_J XX rt 

1 .00 


XV^V A P> 

67.45 


25 


3889 


/A 

c 


THR 


rt rt 

739 


13.721 


rt, XX ^9 A rt 

20.740 


XX rt XX rt XX 

26.282 


j /X rt 

1.00 


XV XX f~ a 

60.54 


3890 


A 

o 


THR 


^» rt xx 

739 


A /^i rt A A 

12.911 


-4 A rt A rt 

19.949 


XX rt ^ rt 

26.758 


A XX XX 

1 .00 


XV rt XV XX 

60.32 




AAA H 

3891 


K 1 

N 


IA 1 1 |— 

PHE 


AT j| A 

740 


a r% f r\ rt 

13.589 


XX rt rt J XX 

22.049 


XX rt ^ XV rt 

26.433 


A XX rt 

1.00 


XX XV f \ XV 

60.26 




AAA A 

3892 


CA 


fA 1 « f 

PHE 


—9 Jk /X 

740 


12.426 


xxxx 

22.572 


27.136 


J X\ ^v 

1.00 


XV XV XV 

60.59 




A AAA 

3893 


/A IA 

CB 


PHE 


~y A XV 

740 


J /A. i*\ A f 

12.645 


24.013 


XX^V f~ rt XV 

27.586 


J XV XX 

1.00 


60.53 




A A A yi 

3894 


/A /A 

CG 


IA 1 | 1— 

PHE 


740 


11.387 


XX J XX rt XX 

24.682 


xxxx xx^rn 

28.073 


A XX rt 

1.00 


XV XV XV XX 

60.33 




A A A ^ 

3895 


/A |A 4 

CD1 


PHE 


4 XV. 

740 


10.976 


a A r* a rt: 

24.543 


^x^x ^x ^x ^v 

29.399 


A ^V ^V 

1.00 


^V XV XV A 

60.24 


35 


A A A A 

3896 


rvp\A 

CD2 


IA | | | — 

PHE 


^9 A XV 

740 


10.591 


25.417 


rt^^V A rt. rt 

27.196 


J XV XV 

1.00 


rt XV rt rt 

60.88 


A A A AT 

3897 


CE1 


IA 1 1 I™ 

PHE 


a rt 

740 


9.794 


XX J XX ^ 

25.124 


XXXX XX A XX 

29.842 


A XV XV 

1.00 


62.19 




A A A A 

3898 


/A I A 

CE2 


Al I 1— 

PHE 


740 


9.407 


/X XX XX rt A 

26.001 


rt rt XXXX 

27.629 


W XX XX 

1.00 


XV XX rfA. n 

63.06 




A A A A 

3899 


cz 


PHE 


^ * x> 

740 


/-v Art r* 

9.005 


^x ^™ XX ^ m ~T 

25.857 


rt XX XX ^™ J 

28.954 


A XX XX 

1 .00 


59.45 


40 


A A A A 

3900 


/A 

c 


IA 1 j f— 

PHE 


^ ji rt 

740 


A A rt rt, 

11.269 


xxxx r* rt xx 

22.562 


xx rt J XV J 

26.161 


A XX rt 

1.00 : 


XV XX XX XV 

62.20 




A A A ^ 

3901 


/A 

o 


PHE 


^ it rt 

740 


4 rt ^ rt rt 

10.102 


rt xx r— j j| 

22.514 


xx rt r~ rt rt 

26.560 


A XX rt 

1 .00 


xxxx xxxx 

60.22 




A AAA 

3902 


k 1 

N 


LEU 


741 


11.619 


XX XX XV XX J 

22.631 


XX A rt ' ■ P 

24.877 


A XX rt 

1.00 


61.98 


45 


A A A A 

3903 


/A A 

CA 


LEU 


•714 
741 


j rt rt ^ rt 

10.650 


xxxx xx xx 

22.665 


XXXX —r rt XX 

23.783 


j XX rt 

1.00 ; 


XV A XV XX 

61.09 


AAA A 

3904 


CB 


i r — i i 

LEU 


741 


11.158 


rt rt r~ i*> A 

23.561 


xx xx xv ^ xv 

22.656 


A XX rt 

1 .00 


XV XX XX A 

63.24 




AAA C 

3905 


<A #A 

CG 


i r — i i 

LEU 


741 


A a rt r\ rt 

11.286 


rt r~ XX ^ XX 

25.053 


rtrt XX ^ rt 

22.919 


A XX XX 

1 .00 


r— — T XX rt 

57.80 






PHI 


LbU 


/4 1 


4 h con 

11.680 


or 700 

25.732 


OH CO 

21 .617 


A A A 

1 .00 


59.82 


50 


3907 


CD2 


LEU 


741 


9.966 


25.608 


23.455 


1.00 


59.42 




3908 


C 


LEU 


741 


10.313 


21.316 


23.170 


1.00 


60.22 




3909 


O 


LEU 


741 


9.748 


21 .267 


22.079 


1.00 


59.13 


55 


3910 


N 


ASP 


742 


10.662 


20.230 


23.845 


1.00 


61 .37 




3911 


CA 


ASP 


742 


1 0.388 


18.914 


23.309 


1.00 


61.75 




3912 


CB 


ASP 


742 


11.679 


18.315 


22.733 


1.00 


62.29 



297 



EP1 375 517 A1 



TABLE 3 (continued) 

ATOM.O COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM [ 


ATOM TYPE 


RESIDUE 


# 1 


X 


v 
Y 


7 


R 


ATOM I 


3913 I 


CG 


ASP 


742 T 


11.476 


HC QIC 

1 b.y i b 


99 14S 


1 00 


59.85 


3914 J 


OD1 


ASP 


742 


12.450 


1 b.OD4 


^ 1 .J / U 1 


1 00 


62.02 I 


3915 I 


OD2 


ASP 


742 1 


10.348 


■i C Q7ft 
lD.j/o 


99 953 


1.00 


63.60J 


3916 | 


0 I 


ASP 


742 I 


9.843 


H O C\A 1 

18.041 


94 490 


1 00 


61.37 
62.6y| 


3917 \ 




ASP 


742 


A A CA A 

10.614 


1 i .Hlfc 1 


25 153 ! 


1.00 




3918 I 


N I 


LYS 


743 1 


8.517 


18.01O 


94 Rfi4 


1 00 


61.79 I 


3919 | 


CA I 


LYS 


743 


7.882 


17. loo 


9^ RQR 1 


1 00 


58.96 I 


3920 T 


CB I 


LYS 


743 1 


6.381 


h "7 cm i 
1 /.bin ! 


9R 797 i 


1 00 


62.19 


3921 | 


CG I 


LYS 


743 


6.056 | 


18. bob 


OP, AOA \ 


1 00 


57.47 


j 3922 | 


CD ( 


LYS 


743 


A ^ A ^ 3 

4.545 


19.U4/ 


9fi 47^ 


1 00 


59.18 I 


I 3923 j 


CE j 


LYS 


743 1 


4.180 


on QH O 


97 9*^9 ' 


1 00 
1 00 


61.36 I 


3924 I 


NZ | 


LYS 


743 I 


2.699 


20.OU/ 


97 9QR 


57.73 I 


3925 | 


C I 


LYS 


743~ j 


8.055 j 


lb. bob | 


9*=i 9R1 


1 00 


~ 61.20 I 


3926 I 


o | 


L^S [ 


743 1 


7.912 


A A Q AO. 

14.o4o ! 


oc ifii; 1 


1 00 1 


60.18 I 


|3927 j 


N j 


THR | 


744~1 


8.366 


A C OOA 

15.380 


OA 090 1 


1 00 


59.67 I 


3928 


CA I 


THR | 


744 


8.580 1 


4 A AA"7 

14.007 


9^ RR4 


1 00 I 


61.15 


I 3929 


CB 


THR 


744 


8.792 1 


A O A"7vl 

13.974 


OO 047 


1 00 


59.67 


3930 


OG1 


THR 


744 


7.881 


A A OftA 

14.89U 


91 49R 


1 00 


62.19 I 


3931 


CG2 


THR 


744 


8.550 


12.574 


91 m*} 


1 00 


63.96 I 


| 3932 


c 


THR 


1 744 


1 9.818 


HO /I AC 

1o.4Ub 


94 909 


] 1 00 


61.58 


| 3933 


I 0 


THR 


I 744 


I 9.976 


12.195 


I O/l OA1 


1 1 00 


62.58 I 


3934 


I N 


I MET 


745 


| 10.711 


4 A OTA 


94 fi4fi 


1 1 00 


I 57.60 | 


3935 


| CA 


MET 


I 745 


I 11.933 


4 O 007 

13.887 


oc 004 


I 1 00 


| 62.60 I 


3936 


j CB 


] mIt 


745 


j 12.982 


I A A A"7C 

14.97b 


9R 1 47 


1 1 00 


1 59.01 | 


3937 


j CG 


j MET 


745 


! 14.366 


4 >l O A c 

\ 14.645 


9R ft1 9 


I 1 00 


60.84 1 


|~3938 


j SD 


I MET 


745 


I A !*• A A /> 

1 5.440 


A C f\A Q 


OA Qfi^ 


1 1 00 


58.90 


I 3939 


CE 


| MET 


745 


16.317 


A CZ AOA 

; 15.uoy 


9^fi10 


1 1 00 


T 62.07 1 


|3940 


C 


| MET 


745 


11.435 


I HO O AO 

13.84o 


I 9fi 774 


' 1 00 


63.96~1 


| 3941 


0 


MET 


745 


1 1 .973 


I A O A OT 

13.137 


Ol R9Q 


1 1 00 


64.77 J 


3942 


N 


SER 


746 


10.394 


I a a t^nc 

14.635 


97 09^ 


1 1 00 


j 59.79 j 


3943 


CA 


j SER 


1 746 


9.744 


i 14 CC7 


1 28 326 


1.00 


1 60.83 J 


3944 


CB 


SER 


746 


9.149 


13.249 


28.576 


1.00 


61.05 


^3945 


OG 


SER 


746 


8.512 


13.111 


29.842 


1.00 


61 .76 


j 3946 


C 


"j sIr 


746 


10.597 


I 15.089 


29.533 


1.00 


61 .97 
"1 61.88 


I 3947 


0 


1 sIr 


746 


10.576 


14.408 


30.545 


1.00 




3948 


N 


~| ilI 


747 


11.322 


16.207 


29.443 


1.00 


"1 60.50 


3949 


CA 


j ilI 


747 


12.140 


16.678 


30.571 


1.00 


| 61 .46 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


it 

# 


X 


Y 


z 


B 


ATOM 


5 


3950 


CB 


ILE 


747 


13.557 


17.115 


30.098 


41 4f\Af\ 

1.00 


~T ^A\ 

57.79 




3951 


CG2 


1 1 r" 

ILE 


747 


4 A T7 it 

14.374 


17.635 


31 .275 


41 /*\ S\ 

1.00 


Art a a 

62.83 




3952 


CG1 


ILE 


747 


14.282 


15.911 


29.484 


1.00 


A*\ J J /*> 

61.46 


10 


n a r O 

3953 


CD1 


ILE 


747 


15.664 


16.211 


28.976 


J Af\ /-V 

1.00 


A r~ 41 

65.11 




3954 


C 


ILE 


747 


11 .441 


17.829 


31.318 


1 .00 


63.68 




3955 


o 


ii f~ 
ILE 


747 


11.166 


18.891 


30.747 


1 .00 


A+\ A~\ At A 

62.48 


15 


3956 


N 


y~v ill 

GLU 


748 


11.167 


17.597 


32.601 


1.00 


59.16 


3957 


CA 


/^N III 

GLU 


748 


1 0.457 


4 f\ t~ A f\ 

18.546 


33.466 


1.00 


62.34 




3958 


CB 


GLU 


748 


9.803 


41 ^7 *ta y\ 

17.736 


34.620 


1.00 


60.97 




3959 


CG 


/~v III 

GLU 


748 


8.628 


41 41 41 /"\ 

18.410 


35.400 


J y^ 

1.00 


63.60 


20 


3960 


CD 


GLU 


748 


7.998 


4 — f r/vr 

17.505 


36.516 


1 .00 


59.56 




3961 


OE1 


tit 

GLU 


748 


8.753 


41 /^i 4i n 

16.918 


37.340 


41 f\ f\ 

1.00 


61.60 




3962 


OE2 


i<\ iii 

GLU 


748 


6.744 


17.396 


36.574 


41 f\ f\ 

1.00 


62.18 


25 


3963 


c 


GLU 


748 


41 41 f\ 

1 1 .333 


4 «tA A 

19.701 


34.022 


1 .00 


59.89 


3964 


/■■V 

o 


/^*\ iii 

GLU 


748 


12.503 


41 r\ a f\ 

19.498 


34.367 


41 /-\ r~\ 

1 .00 


59.20 




3965 


N 


r^i i r" 

PHE 


749 


41 ^\ 41 

10.781 


20.913 


a J A J A 

34.046 


1.00 


62.20 




3966 


CA 


PHE 


749 


4 4 A 1~\ A 

1 1 .484 


22.079 


O 41 /-\ 4% 4) 

34.601 


1 .00 


60.36 




3967 


CB 


PHE 


749 


4l 41 ^T^T r\ 

1 1 .773 


23.202 


33.571 


1 .00 


63.43 




3968 


CG 


r^i i r - 

PHE 


749 


4I t*\ €\ f\ A 

12.801 


22.827 


32.506 


1 .00 


A A /"ft ^ 

62.31 




3969 


CD1 


PHE 


749 


12.604 


21.790 


31 .624 


1.00 


63.18 


35 


3970 


CD2 


PHE 


749 


13.948 


23.639 


/-\ AAr 

32.305 


41 t~\ /*\ 

1 .00 


58.27 


3971 


CE1 


r^i i 

PHE 


749 


4 4 4! 

13.461 


21.555 


f\ p- 4 r~ 

30.545 


4 /"V A 

1.00 


59.47 




3972 


CE2 


PHE 


749 


14.821 


23.409 


31.221 


a r\ o 

1.00 


59.31 




3973 


cz 


PHE 


749 


14.566 


22.379 


30.341 


J y-\ ^> 

1.00 


a*S Aj A A 

60.26 




3974 


c 


PHE 


749 


4J A f\ A 

1 0.491 


22.634 


35.646 


41 /*\ /*\ 

1.00 


57.34 




3975 


o 


PHE 


749 


9.296 


22.348 


35.598 


41 /*\ /"\ 

1.00 


62.05 




3976 


N 


PRO 


750 


41 S\ 41 

10.971 


AA j a r 

23.425 


O ^ /\ 4 A 

36.612 


1.00 


A A A A 

61.11 


45 


3977 


CD 


PRO 


750 


12.322 


23.572 


37.178 


41 r\ r\ 

1.00 


62.36 


3978 


CA 


PRO 


750 


9.955 ; 


23.918 


PAr 

37.535 


1 .00 


63.79 




3979 


CB 


n n <^v 

PRO 


750 


10.745 


24.124 


OO OO il 

38.834 


4 f\r\ 

1.00 


^/"l O il 

59.84 








rriU 




\d.\Jf d. 


Ovl CIA 


QQ Q/l *1 


1 .uu 


c-i no 


50 


3981 


c 


PRO 


750 


9.283 


25.174 


37.042 


1.00 


61.44 




3982 


0 


PRO 


750 


9.000 


25.325 


35.852 


1.00 


61.38 




3983 


N 


GLU 


751 


9.016 


26.087 


37.962 


1.00 


61.10 


55 


3984 


CA 


GLU 


751 


8.375 


27.335 


37.604 


1.00 


59.57 


3985 


CB 


GLU 


751 


7.535 


27.828 


38.778 


1.00 


60.79 




3986 


CG 


GLU 


751 


6.534 


26.804 


39.190 


1.00 


60.87 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


mmm 

B 


ATOM 


5 


A 00 A 

4024 


CB 


■I I™™ 
ILE 


■mtm mW jf% 

756 


A O AA J 

13.664 


32.292 


AW\. AW*l A 

33.024 


1.00 


62.34 




4025 


CG2 


i ■ r~ 

ILE 


-MA f— Af\ 

756 


J J OHO 

14.819 


32.942 


32.280 


1.00 


AA r— *~\ 

62.52 




4026 


CG1 


ILE 


756 


13.487 


33.000 


34.355 


1.00 


61.56 


10 


A <"\OT 

4027 


CD1 


ILE 


756 


14.750 


33.012 


35.170 


1.00 


m— jm± A. A 

59.91 




4028 


C 


ILE 


756 


12.725 


31 .933 


30.799 


1.00 


61.14 




A r\/~\f~\ 

4029 


0 


ILE 


756 


12.985 


32.732 


29.904 


1.00 


61.35 


15 


4030 


Ik 1 

N 


ILE 


757 


12.728 


30.618 


30.639 


1.00 


58.95 


4031 


CA 


ILE 


757 


13.026 


30.016 


29.362 


1.00 


60.81 




4032 


CB 


■ 1 r — 

ILE 


757 


12.990 


28.467 


29.480 


1.00 


60.69 




4033 


CG2 


ILE 


757 


1 2.522 


27.838 


28.197 


1.00 


64.94 


20 


A f\f> A 

4034 


CG1 


ILE 


757 


14.378 


27.948 


29.883 


1.00 


60.19 




4035 


CD1 


ILE 


757 


14.463 


27.436 


31.313 


J *»\ A-\. 

1.00 


y*X jm. _ mm. 

62.89 




4036 


C 


ILE 


757 


12.012 


30.542 


28.348 


1.00 


59.56 


25 


4037 


0 


ILE 


757 


12.397 


30.991 


27.276 


1.00 


61.79 


4038 


k 1 

N 


THR 


758 


10.726 


30.521 


28.702 


ml /"\ 

1.00 


61.66 




4039 


CA 


THR 


758 


9.677 


31.014 


27.795 


1.00 


-A mm tf*m 

61.59 




4040 


CB 


THR 


758 


8.224 


30.722 


28.323 


1.00 


63.29 


30 


4041 


OG1 


THR 


758 


8.188 


30.811 


29.755 


1.00 


62.91 




4042 


CG2 


THR 


758 


7.754 


29.343 


27.874 


1.00 


61.73 




4043 


c 


THR 


758 


9.809 


32.516 


27.566 


1.00 


60.10 


35 


4044 


0 


THR 


758 


9.735 


33.002 


26.423 


1.00 


59.44 


4045 


k 1 

N 


A f*^ k 1 

ASN 


759 


10.023 


33.242 


28.656 


1.00 


mm Mm. mmm, ^m. 

59.76 




4046 


A 

CA 


ASN 


759 


10.154 


34.691 


28.608 


1.00 


A-\ a ■ P ■ 

61 .77 




4047 


CB 


A A 1 

ASN 


759 


10.160 


35.242 


30.034 


1.00 


J~\ -mm A Af% 

62.16 


4f) 
tu 


4048 


CG 


A f"* A 1 

ASN 


759 


9.352 


34.371 


30.981 


1.00 


jmm jmt _ » 

60.61 




4049 


OD1 


ASN 


759 


9.601 


33.164 

* 


31 .072 


1.00 


60.73 




4050 


ND2 


A ^> A t 

ASN 


759 


8.379 


34.965 


31 .683 


1.00 


58.61 


45 


4051 


C 


A ft A 1 

ASN 


759 


11.430 


35.091 


27.886 


1.00 


/— * /-x y->» gr\ 

63.83 


4052 


0 


A A 1 

ASN 


759 


1 1 .725 


36.278 




1.00 


59.18 




a r\ rr o 

4053 


N 


GLN 


760 


12.191 


34.099 


27.439 


1.00 


60.77 




A f\CA 

4U54 


OA 


CaLN 


7Art 

760 


4A An A 

13.431 


r>A one 

34.395 


AO ^ a n 

26.742 


1 .00 


60.74 


50 


4055 


CB 


GLN 


760 


14.637 


34.295 


27.690 


1.00 


63.92 




4056 


CG 


GLN 


760 


14.546 


35.101 


28.992 


1.00 


63.35 




4057 


CD 


GLN 


760 


15.114 


36.508 


28.896 


1.00 


61.91 


55 


4058 


OE1 


GLN 


760 


16.231 


36.714 


28.423 


1.00 


61.24 




4059 


NE2 


GLN 


760 


14.351 


37.482 


29.367 


1.00 


62.64 




4060 


C 


GLN 


760 


1 3.687 


33.482 


25.554 


1.00 


61.67 
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TABLE 3 (continued) 



atom in COORDINATES FOR THE GR/TIF2/PEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM | 


ATOM TYPE 


RESIDUE 


a 


X 


Y 


Z 


B 


ATOM 


4061 1 


O 1 


GLN 


fDU 


14 390 


33.898 


24.631 


1.00 


58.73 


4062 T 




II r 

ILE 


7P1 
/ D I 


13 124 


32.264 


25.563 I 


1.00 


63.30 


4063 1 


CA | 


ii cr 

ILE 


7ft1 
AD I 


1 3 368 


31.305 


24.476 


1.00 


62.33 


4064 1 


CB j 


1 1 r" 

ILE 


7C1 
/Dl 


1 ? 102 


30 454 


24.088 I 


1.00 


62.35 


4065 [ 


CG2 1 


ii r~ 

ILE 


7ft1 I 
/D I 


1 ? 345 


29 721 


22.777 I 


1.00 


64.29 


4066 1 


CG1 I 


ILE | 


7£1 


11 834 I 


29 367 


25.140 


1.00 


60.68 


4067 1 


CD1 


ii r~ 

ILE 


/Dl | 


1 9 7Q4 


28 186 


25.074 


1.00 


65.98 I 


1 4068 1 


C | 


II C" 

ILE 


7£1 
/Dl 


1 3 Q25 I 


32 069 


23.273 I 


1.00 


60.92 


1 4069 1 


0 | 


ii i — 
ILE 


7A1 S 


1 R 08Q 


31 875 


22.912 I 


1.00 


60.54 I 


4070 


N I 


PRO 


7CO 

/ D<£ I 


1 3 128 

1 O. 1 ttl 1 


32 938 


22.626 I 


1.00 


60.85 


4071 I 


CD | 


PRO 


/D*£ 


11 810 

1 1 .O 1 \J 


32 652 


22.044 I 


1.00 


60.12J 


4072 I 


CA I 


PRO 




1 q qqq 


33 474 


21.571 


1.00 


60.84 


4073 I 


CB I 


PRO 


I Kid. 


13 355 


32 980 


20.264 


1.00 


58.66 I 


4074 I 


CG | 


r*\ r-j s~\ 

PRO 


7CO 


1 9 240 ! 


32 017 


20.716 I 


1.00 


58.17 


4075 


C I 


PRO 


/Dt 


14 OQ? I 

I "t.C-C-C 


34 968 


21.533 I 


1.00 


62.93 I 


4076 I 


0 ~\ 


PRO 


/b<£ 


14 1fi8 


35 566 


20.457 


1.00 


59.88 


4077 


N 


LYS 


7CQ 
/DO 


1 4 405 


35 599 


22.687 


1.00 


59.58 


4078 


CA 


LYS 


7CO 
/DO 


1 4 750 


37 015 


22.653 


1.00 


62.56 I 


4079 


CB 


LYS 


7bo 


1 4 71 3 


i 37 645 


24.045 


1.00 


61.84J 


I 4080 


I CG 


| LYS 


7CQ 

/bo 


1 5 ni4 


39 141 


24.061 


1.00 


61.96 


I 4081 


CD 


LYS 


7CQ 

/bo 


! 1 4 703 

If. / wo 


i 39 723 


25.430 


1.00 


62.42 


I 4082 


I CE 


LYS 


7CO 

/bo 


I 1 3 4P8 


1 39 096 


25.979 


1.00 


61.00 


4083 


I NZ 


LYS 


7CQ 

/bo 




! 39 651 


27.285 


1.00 


62.85 


| 4084 


i c 


1 LYS 


7RQ 
/Do 


i 1fi 182 


1 36 666 


22.292 


1.00 


58.43 


4085 


I ° 


, LYS 


7bo 


1 1R780 

ID. / OU 


1 37 217 


21 .354 


1.00 


59.83 


4086 


I n 


TYR 


7b4 


ID.OQO 


I 35 665 


23.036 


1.00 


59.46 


4087 


I CA 


TYR 


7D4 


j 17 qqq 


1 35 1 06 


22.895 


1.00 


61.50 


4088 


I CB 


TYR 


/04 


1ft ?Q1 


1 34 109 


24.020 


1.00 


62.35 


4089 


I CG 


TYR 


/D4 


! iq 085 


1 34 71 5 


25.149 


1.00 


57.24 


4090 


I CD1 


1 TYR 


/D4 


I 1 8 5?fi 


1 34 872 


26.424 


1.00 


62.21 


4091 




1 TYR 
i i 1 1 1 


764 


1 19.236 


| 35.509 


27.451 


1.00 


63.69 


4092 


CD2 


TYR 


764 


20.378 


35.200 


24.927 


1.00 


62.73 


1 4093 


1 ci2 


1 TYR 


764 


1 21.095 


35.837 


25.942 


"P 1.00 


62.44 


4094 


I ^ 


| TYR 


764 


1 20.516 


35.992 


27.195 


1.00 


65.70 


4095 


OH 


TYR 


764 


21 .206 


36.670 


28.168 


1.00 


63.44 


| 4096 


1 ° 


1 TYR 


764 


I 18.156 


34.400 


21 .570 


I 1.00 


60.32 


4097 


O 


TYR 


764 


I 17.580 j 34.816 


20.556 


1.00 


60.80 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATA! 4 

Al UM 


Al UM 1 Yrb 


RESIDUE 


it 

# 


X 


Y 


Z 


B 


ATOM 


5 


409o 


M 

N 


px w— i-x 

SER 


to r 

765 


a o noo 
18.922 


OO OHO 


04 c ot 

21.597 


4 nn 

1 .00 


no no 

62.63 




A AOO 

4099 


OA 


SER 


^ a ^ 

765 


H A OAA 
19.209 


OO COC 

32.535 


on on 4 

20.391 


4 A A 

1 .00 


no ct 

62.57 




a a aa 
4100 


od 
OB 


SER 


765 


A T flftO 

17.908 


31 .971 


u a 9 9 9 

19.777 


4} A A 

1.00 


A A A A 

63.02 


10 


a < n a 

4101 


OG 


o r" r™* 

SER 


y*v r - 

765 


A a A —TO 

18.172 


0 4 non 

31 .232 


j A A A 

18.586 


j A A 

1.00 


A A A A 

63.09 




A A AO 

4102 


C 


SER 


765 


4 n nn <i 

19.904 


OO A OT 

33.487 


*i A J A A 

19.403 


A A. A 

1 .00 


A 4 A A 

61.20 i 




a a no 

4103 


O 


SER 


A 

765 


aj 4 n 4 

21.121 


33.703 


-4 A J ^9 A 

19.474 


ai A A 

1 .00 


A A A r~ I 

60.85 I 


15 


A A f\ A 

4104 


kt 


A O k 1 

ASN 


766 


4 rx Ann 

19.099 


n > no a 

34.064 


18.513 


■4 A A 

1.00 


A A -4t 

59.31 


4105 


CA 


A O k 1 

ASN 


^» A A 

766 


^ n mo 

1 9.520 


35.005 


17.477 


«| A A 

1.00 


A *J A A 

61.38 




4106 


CB 


A Ok 1 

ASN 


766 


A ft f\ A A 

18.344 


OCT IX A/X 

35.932 


17.155 


4# A A 

1.00 


A A ~T A 

63.73 




A A OT 

4107 


CG 


A Ok 1 

ASN 


766 


•4 ^9 /-\ a fs 

17.006 


35.195 


17.116 


4 A A 

1 .00 


AA /S 4I 

60.04 


20 


x h no 

4108 


OD1 


A Ok 1 

ASN 


Tnn 

i 766 


a n ji no 

16.493 


O j4 TOO 

34.720 


4 O 4 C"0 

18.153 


4 nn 

1 .00 


n a nn 

64.69 




a a nn 

4109 


ND2 


A O k 1 

ASN 


766 


1 6.433 


35.091 


15.916 


■4 A A 

1.00 


59.73 




A A A n 

4110 


c 


A O k 1 

ASN 


^ a a 

766 


A A A 

20.764 


35.857 


4 ^ AAA 

17.800 


4 A A 

1.00 


A y| A A 

64.20 


25 


A A A A 

4111 


O 


A Ok 1 

ASN 


Tnn 

766 


n 4 nnn 

21.906 


35.462 


4 t a n 4 

17.491 


4 nn 

1.00 


n n to 

60.72 


A A A O 

4112 


k 1 

N 


GLY 


767 


a a f— r\r\ 

20.523 


37.032 


4I A AAA 

18.396 


J A A 

1.00 


^ A A A 

59.36 




4113 


CA 


GLY 


tot 

1 767 


n a nnrv 

21.589 


ot no 4 

37.961 


4 O TOO 

18.766 


4 nn 

1 .00 


no 4 —7 

63.17 




yl A A A 

4114 


C 


GLY 


767 


21 .096 


AA AAA 

39.388 


^ A AAA 

19.032 


A A A 

1.00 


61 .77 




A A A C 

411 5 


O 


GLY 


767 


21.905 


j A 0 0 4 

40.321 


A A dl ^ A 

19.172 


_j a A 

1.00 


58.54 




A A A O 

4116 


N 


A O k 1 

ASN 


Tno 

768 


a n tta 

19.772 


A/"> r™ 

39.550 


^ A J J A 

19.118 


4I A A 

1.00 


A J — J* A 

61.70 




A A A T 

4117 


A 

CA 


A Ok 1 

ASN 


^ a a 

768 


j a j j r 

19.115 


ji A A J A 

40.849 


^ A A A —9 

1 9.347 


-4 A A 

1.00 


A A A 

60.25 


35 


411 8 


r-x rx 

CB 


A Ok 1 

ASN 


768 


4 "7 /"» /"X O 

17.603 


40.673 


4 n 4 no 

19.163 


-4 A A 

1 .00 


A M A A 

61.86 


4119 


CG 


A O k 1 

ASN 


768 


17.257 


A A AAA 

39.882 


4* A A A 

17.898 


j A A 

1.00 


A A jt A 

63.48 




A A OA 
4120 


OD1 


A Okl 

ASN 


768 


•< t ono 

17.602 


OO TOO 

38.702 


4 T TTO 

17.772 


4 nn 

1.00 


C O O T 

58.87 




4121 


ND2 


A Ok 1 

ASN 


768 


4 n ^Tn 

16.579 


jf A A j| 

40.534 


16.956 


4| A A 

1.00 


^ A A 

59.56 


40 


A A OO 

4122 


0 


A Ok 1 

ASN 


too 

768 


4 n ii nn 

19.400 


il 4 OOO 

41 .566 


on onn 

20.692 


4 nn 

1 .00 


04 n 4 

61 .21 




A A OO 

4123 


o 


A Okl 

ASN 


^ ^> fx 

768 


A O TO 4 

18.781 


42.595 


nn noT 

20.987 


4 nn 

1 .00 


57.65 




4124 


k 1 

N 


■ i t — 
ILE 


TOn 

769 


on ooo 

20.323 


A A n 4 4 

41 .011 


0 4 >l A A 

21 .490 


4 n n 

1.00 


A A A 4t 

60.01 


45 


vl H OC 


CA 


ii 

ILE 


769 


on TO A 

20.764 


yi 4 r AA 

41 .563 


OO TOO 

22.792 


4 nn 

1 .00 


On vl <4 

60.44 


>1 1 OO 

412b 


OD 

CB 


1 1 r~ 

ILE 


Ton 

769 


on oca 

20.851 


40.456 


00 on 4 

23.891 


4 nn 

1 .00 


on no 

60.23 




A A 0*7 

4127 


Ou2 


ILE 


769 


o a con 

21 .520 


A A f\f\A 

41 .004 


Or 4 O 4 

25.161 


4 AA 

1 .00 


nr to 

65.73 




AA Oft 


L/O 1 


ii p 


/«y 


i y.*fo i 


QQ AAA 

oy .y^u 


*£4.4£Ot 


1 AA 

I .uu 


D4.DO 


50 


4129 


CD1 


ILE 


769 


19.506 


38.773 


25.256 


1.00 


63.56 




4130 


C 


ILE 


769 


22.197 


42.097 


22.594 


1.00 


60.12 




4131 


0 


ILE 


769 


22.744 


41 .990 


21.495 


1.00 


59.38 


55 


4132 


N 


LYS 


770 


22.799 


42.660 


23.643 


1.00 


58.87 




4133 


CA 


LYS 


770 


24.173 


43.171 


23.568 


1.00 


63.22 




4134 


CB 


LYS 


770 


24.210 


44.693 


23.711 


1.00 


61.35 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOL 


ECULAR P 


lEPLACi 


EMENT 


A ^n^X A A 

ATOM 


ATOM 1 Yrb 


KEolUUb 


u 
ff 


y 


v 

I 


Z 


B 


ATOM 


4135 


CG 


Lib 


770 
/ IV 


95 61 5 


45 304 


23.656 


1.00 


60.38 


4136 


CD 


1 vo 
LYo 


77A 
/ IV 


95 R17 


46 682 


24.324 


1.00 


59.38 


4137 


CE 


LYb 


77 fl 
1 IV 


tO. / D3 


47 S80 


23.858 


1.00 


63.47 


4138 


NZ 


1 vo 
LYo 


770 
/ fV 


tO. / U*T 


48 Q46 


24.493 


1.00 


63.76 


4139 


C 


1 vo 
LYo 


f fV 


oc nqq 

tO.UOC? 


49 568 


24.665 


1.00 


59.00 


4140 


o 


1 vo 
LYo 


77C\ 
f fV 


94 QA9 


49 Qfi7 

*tt .<70 / 


25.829 


1.00 


63.74 


A _J A A 

4141 


N 


1 vo 
LYo 


771 
I I X 


/lO.OOO 


41 604 


24.292 


1.00 


59.72 


4142 


CA 


1 vo 
LYo 


771 
III 


Oft 740 


40 Qft4 


25.268 


1.00 


60.78 


4143 | 


CB 


LYo 


77 A 
fix 


07 094 


59S 


24.871 


1.00 


59.33 


4144 


CG 


1 vo 
LYo 


77 A 
1 1 1 


97 ft 54 


^45 


23.619 


1.00 


62.03 


4145 


CD 


1 vo 
LYo 


771 
/ fx 


Oft ^1 


Q7 Q06 


23.466 


1.00 


63.82 


4146 


CE 


1 vo 
LYo 


771 

f fx 


OQ COR 


17 ftQQ 


22.501 


1.00 


59.76 


4147 


NZ 


I vo 

LYo 


77 1 

f fx 


oo 

OU.OU I 


oc ceo 


22.571 


1.00 


57.46 


4148 


c 


LYo 


77 A 
1 (\ 


Oft 044 


41 7Qft 

HI./ v70 


25.413 


1.00 


61.42 


4149 


o 


LYo 


77 i 
IIX 


oft ftnn 


41 Q76 


24.459 


1.00 


58.76 


4150 


N 


LEU 


770 
fid 


Oft 971 


49 ^09 


26.623 


1.00 


61.95 


4151 


CA 


i c i i 

LEU 


770 
fid. 


OQ 


4^ 1 07 


26.948 


1.00 


60.44 


4152 


CB 


1 CI 1 

LEU 


770 
f f d 


OQ 1 ft7 

^y. i of 


4^ ftfi4 


28.260 


1.00 


59.38 


4153 


CG 


i ci i 
LcU 


77 O 
lid 


07 Q9Q 


44 7^0 


28.267 


1.00 


63.13 


4154 


CD1 


LEU 


770 
lid 


07 £0O 


4^ 95^ 


29.656 


1.00 


60.11 


4155 


CD2 


1 CI 1 

LEU 


770 
lid 


oq ino 

to. I U/l 


45 ft7^ 


27.289 


1.00 


62.17 


4156 


c 


1 CI 1 

LEU 


"7"70 
/ Id 


on 709 

oU. / Od. 


49 979 


27.060 


1.00 


60.10 


I 4157 


o 


1 CI 1 

LEU 


770 
lid 


oft 7ft4 
Ou. / OH- 


41 9T3 


27.718 


1.00 


60.79 


4158 


N 


1 CI 1 

LtU 


77Q 

f f o 


Q1 7Q7 


49 74Q 


26.423 


1.00 


61.72 


4159 


CA 


1 CI 1 

LEU 


770 

I lo 


0O.\Jl **• 


49 055 


26.428 


1.00 


60.85 


4160 


CB 


1 CI 1 

LEU 


770 

I lo 


OO.HVO 


41 5ft0 


25.011 


1.00 


62.82 


4161 


CG 


1 CI 1 

LEU 


771 

1 lo 


lO AOR 


40 675 

HVJ.O / O 


24.265 


1.00 


63.82 


4162 


CD1 


1 CI 1 

LEU 


771 

1 lo 


10 Q97 


40 451 

*tU.*tO 1 


22.866 


1.00 


60.94 


4163 


CD2 


1 CI 1 

LEU 


771 

1 lo 


10 OftR 


T59 


24.966 


1.00 


62.11 


4164 


C 


1 CI 1 

LEU 


771 

1 lo 


1A 0C\R 


49 Q49 


26.933 


1.00 


63.04 


4165 

*+ 1 OO 


o 


LEU 


773 


34.271 


44.126 


26.625 


1.00 


62.16 


4166 


N 


PHE 


774 


35.101 


42.352 


27.712 


1.00 


60.13 


4167 


CA 


PHE 


774 


36.246 


43.072 


28.248 


1.00 


61.57 


4168 


CB 


PHE 


774 


36.893 


42.279 


29.377 


1.00 


66.09 


4169 


CG 


PHE 


774 


36.280 


42.543 


30.698 


1.00 


61.67 


4170 


CD1 


PHE 


774 


36.524 


43.741 


31 .355 


1.00 


59.42 


4171 


CD2 


PHE 


774 


35.385 


41.650 


31 .248 


1.00 


56.29 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 

Al UM 


ATOM TVDC 

A 1 \JW\ 1 Yrb 


HbblDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


A 1 71 
41 Id 


Obi 


PHE 


774 


35.879 


A A f\ f t~\ 

44.050 


32.536 


1 .00 


64.79 




A 4 70 

41 fo 


Obi: 


PHE 


774 


34.729 


A 4 O A O 

41 .948 


32.435 


<i 0 0 

1.00 


61.83 




A 4 ~7 A 

41 74 


OZ 


PHE 


774 


34.978 


A O -4 ^ 1— 

43.155 


33.080 


1.00 


62.07 


10 


4175 


o 


PHE 


774 


37.243 


43.261 


27.143 


1 .00 


58.09 




A 4 ~7C^ 

4176 


o 


PHE 


774 


38.081 


44.155 


27.187 


1.00 


63.24 




A 4 3 J 

4177 


N 


HIS 


775 


37.131 


42.398 


26.143 


1.00 


61.71 


15 


A 4 TO 

4178 


CA 


HIS 


775 


38.022 


A r% A A i*\ 

42.419 


25.007 


1.00 


60.58 


4179 


OB 


II 1 O 

HIS 


775 


39.060 


A A f\ A /~\ 

41.319 


25.175 


A O /*\ 

1.00 


63.99 




>l -1 OA 

4180 


CG 


i j | o 

HIS 


775 


39.763 


41 .365 


26.492 


1.00 


62.38 




A 4 O 4 

4181 


CD2 


HIS 


775 


39.696 


40.548 


27.567 


■4 O O 

1.00 


61 .52 


20 


4182 


ND1 


1 1 1 o 

HIS 


775 


40.616 


A r\ try r> r\ 

42.389 


26.838 


1.00 


62.48 




4183 


CE1 


i 1 1 o 

HIS 


775 


41.042 


42.202 


28.074 


^ 0 0 

1 .00 


59.32 




41 84 


Nb2 


Li I r> 

HIS 


775 


a r\ inn 

40.498 


41 .092 


28.538 


1.00 


62.24 


25 


4185 


C 


MIO 

HIS 


775 


37.236 


42.196 


23.732 


-4 O O 

1.00 


61 .77 


A 4 

4186 


o 


II i r» 

HIS 


775 


36.461 


41 .252 


23.633 


1.00 


62.62 




A 4 O ~7 

4187 




GLN 


776 


37.425 


43.083 


22.765 


1.00 


58.75 




JH DO 

4188 


CA 


GLN 


776 


36.759 


42.955 


n A A n J 

21 .484 


A AA 

1.00 


58.47 




>i 4 on 

4189 


CB 


/"N 1 K 1 

GLN 


776 


36.460 


A A 0 A r\ 

44.340 


20.893 


4 AA 

1.00 


58.08 




4190 


CG 


GLN 


776 


37.681 


a r" r\ A~y 

45.247 


AA AAA 

20.680 


1 .00 


63.95 




4191 


nn 
CD 


GLN 


776 


38.236 


AC OO 4 

45.221 


19.250 


1.00 


62.81 


35 


/i 4 no 

4192 


OE1 


GLN 


776 


39.158 


45.979 


-i r\ r\ r\ A 

18.924 


A OO 

1.00 


62.48 


/i -j r»o 

4193 


NE2 


GLN 


776 j 


37.680 


44.353 


18.397 


1.00 


60.08 




4194 


C 


GLN 


776 


O^ TO j| 

37.724 


42.163 


20.599 


1.00 


60.33 




yt -4 nc 

4195 


o 


/** 1 K 1 

GLN 


776 


0^ o#^o 

37.269 


A 4 rtrtr 

41 .235 


19.894 


1.00 


61.93 


40 


419b 


OV"T* 


GLN 


-7-70 
776 


00 00/^ 
38.936 


A O Jl ^ jl 

42.474 


20.642 


1.00 


63.26 




A 4 n~7 

4197 


CB 


1 v/e> 

LYS 


741 


7.500 


39.003 


28.905 


-4 OO 

1.00 


62.43 




a h no 

41 98 


CG 


1 v/o 

LYS 


741 


8.600 


39.530 


f\€\ AA i 

28.004 


1.00 


A 0 /~V J 

60.91 


45 


A 4 CkCk 

4199 


OU 


1 v/o 

LYS 


-7 yl H 

741 


r\ 4 a 4 

9.141 


40.875 


OO A O -< 

28.431 


A OO 

1 .00 


59.52 


a onn 
4200 


Oc 


I v/o 

LYS 


741 


4 f\ 4 OO 

10.182 


41.314 j 


27.418 


1 .00 


62.38 




42U1 




1 v/O 

LYS 


741 


10.807 


42.617 


0^ » 
27.779 


4 OO 

1 .00 


64.43 






O 


1 vc 
LY O 


"7/1 H 

/41 


c ono 
0.0U0 


ob.y/o 


OA "7~70 

<i9./ /o 


■4 An 
1 .00 


61 .31 


50 


4203 


o 


LYS 


741 


6.054 


35.766 


29.829 


1.00 


59.09 




4204 


N 


LYS 


741 


6.417 


37.458 


27.272 


1.00 


62.30 




4205 


CA 


LYS 


741 


7.109 


37.544 


28.597 


1.00 


59.65 


55 


4206 


N 


GLU 


742 


5.905 


37.867 


30.689 


1.00 


62.69 




4207 


CA 


GLU 


742 


5.163 


37.547 


31.917 


1.00 


61.65 




4208 


CB 


GLU 


742 


4.672 


36.083 


31.926 


1.00 


61.06 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPF 

r\ 1 WIVI 1 I 1 L 




# 

TT 


x 


Y 


z 


B 


ATOM 


5 




00 


f^l IJ 

V3 LL» 


742 


4 087 


35 564 


33.257 


1.00 


61.09 










742 


2 705 


36.123 


33.568 


1.00 


62.31 




AOi 1 






742 


2 138 


35 720 


34.616 


1.00 


57.45 


10 


4^ l d. 


hp? 


£51 LJ 


742 


2 195 


36 960 


32.771 


1.00 


60.87 




He. I O 


p 


GLU 

vjano 


742 


6 112 


37.794 


33.099 


1.00 


63.06 




AO-\ A 
*\c. I 4 


n 


VJLU 


742 


5 915 


38 741 


33.853 


1.00 


61.76 




AOA e; 
4tl o 


M 

IN 




743 
# 1 0 


7 151 


36 967 


33.238 


1.00 


63.03 


15 


4^1 D 


PA 


/AOiN 


743 

» HO 


8 116 


37 101 


34.341 


1.00 


61.82 




AOA 1 


PR 
OD 


A^N 


743 


9 276 


38 040 


33.958 


1.00 


58.35 




AOi R 


Pfi 


ASN 


743 


10 217 


37.445 


32.909 


1.00 


59.24 




AO*\ Q 


nm 


A^N 


743 


10 071 


37.693 


31.699 


1.00 


60.28 






mho 


A^N 


74^ 

/ tO 


11 198 


36 658 


33.372 


1.00 


60.70 






p 


A^N 


743 


7 447 


37 656 


35.604 


1.00 


61.37 








A^M 


74*3 


8 010 

\J.\J 1 V 


38 522 


36.284 


1.00 


60.15 


25 


A OOO 


M 
IN 


Al A 

nLn 


744 


6 245 


37 167 


35.907 


1.00 


60.68 




AOOA 


PA 


Al A 


744 


5 497 


37.626 


37.073 


1.00 


62.31 




4^o 




Al A 


744 


4 024 


37 229 


36 940 


1.00 


62.38 


30 




p 


Al A 


744 
# * 1 1 


6 080 


37 067 


38.364 


1.00 


61.35 




A 007 


Pl 


Al A 

ML/A 


744 


6 168 


37 778 


39.360 


1.00 


59.70 




/I OOQ 


M 
In 


1 PI 1 


74S 

/ tO 


6 490 


35 801 


38 346 


1.00 


61.20 


35 




PA 
VoM 


1 PI 1 

LlU 


74 S 

/ tO 


7 062 


35 182 


39 538 


1.00 


59.93 


a oon 


PR 


1 PI I 


74S 
1 to 


7 419 
/ .t 1 ^ 


33 710 


39 276 


1.00 


63.15 




4*!o 1 


pf5 


1 PI 1 


74*> 

/ tO 


7 255 

/ ■ bOO 


32 720 


40.448 


1.00 


63.24 




A OOO 


PH1 


1 PI 1 

LlU 


745 


8 022 


31 429 


40.158 


1.00 


59.45 


40 


/1 000 


pno 


1 PI J 
LCU 


745 

1 to 


7 759 


33 342 


41 .745 


1.00 


59.90 




A OOil 
4^o4 


p 


1 PI 1 


745 

1 to 


8 313 


35 934 


39.987 


1.00 


59.41 




/ OQC 




1 Pli 

LLU 


745 
/ to 


8 520 


36 123 


41.182 


1.00 


59.83 




4ZoO 


M 
IN 


1 PI 1 
LLU 


74fi 
/ tu 


9 137 


36 372 


39.031 


1.00 


63.44 


45 


^ 007 


PA 


1 PI J 

LLU 


74fi 
/ tu 


10 375 


37 096 


39.350 


1.00 


60.90 




A OOQ 


PR 


1 Pli 


746 
1 tu 


11 266 


37 239 


38.104 


1.00 


63.43 




4239 


CG 


LEU 


746 


12.771 


36.991 


38.300 


1.00 


64.10 


50 


4240 


CD1 


LEU 


746 


1 3.540 


37.598 


37.140 


1.00 


61.93 




4241 


CD2 


LEU 


746 


1 3.248 


37.598 


39.612 


1.00 


58.02 




4242 


C 


LEU 


746 


10.120 


38.485 


39.950 


1.00 


65.26 


55 


4243 


0 


LEU 


746 


10.649 


38.808 


41 .025 


1.00 


59.76 




4244 


N 


ARG 


747 


9.334 


39.308 


39.255 


1.00 


61.19 




4245 


CA 


ARG 


747 


9.012 


40.641 


39.762 


1.00 


61.73 



306 



EP1 375 517 A1 

TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 
Al \Jw\ 


ATOM TV DC 


HbblUUb 


# 


X 


Y 


Z 


B 


ATOM 


5 


AO AO. 


On 


ARG 


747 


~t OA A 


a a oce 

41 .256 


38.975 


A OO 

1.00 


cr\ O yl 

59.04 




A OA~7 


oo 


ARG 


747 


T AT C 

7.475 


A ft t^T £> 

42.676 


K\ r\ a r\A 

39.421 


4 OO 

1 .00 


57.13 




A OA Q 

4^4o 


OU 


A Df^ 

ARG 


"TAT 

747 


6.596 


43.434 


OO A t\T 

38.407 


1.00 


58.93 


10 


A OA O 

4^49 


NIC 

Mb 


A D/™» 

ARG 


747 


-7 npo 

7.362 


yl yi O O A 

44.324 


37.522 


*4 O O 

1.00 


59.01 




4<l50 


0"7 
GZ 


ARG 


747 


-7 c c c 

7.556 


A A A A O 

44.118 


OS* OO A 

36.221 


1.00 


^ ft ft ft 

59.60 




ADCA 

4^5 i 


KILI A 
NHl 


ARG 


™f A T 

747 


7.039 


43.043 


Or OO A 

35.624 


1.00 


ft ft ft ft 

63.96 


15 






ARG 


—f AT 

747 


8.272 


44.987 


35.518 


4 OO 

1.00 


ft ft ft ^ 

60.37 




G 


A D/"> 

ARG 


747 


8.651 


Af\ C A A 

40.511 


41 .247 


mi Oi O 

1.00 


ft A Oi 

61.37 




A DC A 

4jz54 


u 


ARG 


T AT 

747 


9.155 


A A 

41 .257 


42.090 


4 Oi 0 

1 .00 


ftft ft ft 

62.28 




ADCC 

4^55 


Kl 

In 


T\/D 

TYR 


T AO 

748 


7.799 


39.541 


yl ^ 0 f 

41.565 


4 OO 

1 .00 


ft ft ft ft 

62.06 


20 


4*£bb 


OA 


TVD 

TYR 


Tin 

748 


7.399 


00 000 

39.306 


42.941 


4 OO 

1.00 


ftft r* a 

60.54 




4/fO/ 




TV D 

1 YH 


T AO 

748 


6.517 


38.050 


y| O OOO 

43.003 


A OO 

1 .00 


ftft ftft 

60.69 




A OCQ 


or* 


1 YH 


748 


6.287 


err CT O -4 

37.521 


A A A f\A 

44.401 


A AA 

1 .00 


Cf\ O T 

59.67 


25 


4^oy 


UU1 


1 YH 


748 


"7 CX'/T 

7.077 


00 /i 00 
36.488 


A A C\f\0 

44.908 


H 00 

1 .00 


Z>/\ o-< 

60.21 


4<:b0 


oc-t 
Obi 


"TVD 

1 YH 


-7x0 
748 


6.926 


r\ ry f\ A A 

36.044 


46.209 


4 OO 

1 .00 


ftft ? 1 

60.77 




4<£b t 




TVD 

I YH 


T AO 

748 


5.329 


00 ono 

38.093 


AC O A O 

45.240 


1 .00 


00 00 
63.30 




aoco 


OCO 


TVD 

1 YH 


748 


C ATA 

5.174 


0~T /? C A 

37.654 


46.550 


A OO 

1 .00 


y^ J OO 

61 .08 




A OCO 


0"7 


TVD 

1 YH 


~7 AO 

748 


£- f\TT 

5.977 


o<? 

36.631 


yl "I n 

47.027 


A OO 

1 .00 


00 >i 0 
62.49 




A OCA 

4*ib4 


ou 


TVD 

1 YH 


-Til ft 

748 


5.864 


36.204 


yi f> 00 4 

48.331 


A OO 

1.00 


59.76 




4^bo 


G 


TVD 

1 YH 


T AO 

748 


8.593 


39.1 90 


43.908 


4 OO 

1 .00 


ft ft ft^T 

63.27 


35 


/I occ 
4^bb 




TYR 


748 


8.702 


39.969 


A A Ft 7 

44.857 


1.00 


ftft -4 ft 

60.19 


>1 OC7 




1 CI 1 

LbU 


T A f\ 

749 


0 /i 0 a 

9.484 


38.229 


43.663 


1.00 


ft ft ft^ 

62.27 




4£bo 


O A 

OA 


1 CI 1 

LbU 


T AC\ 

749 


10.661 


38.008 


A A C A O 

44.516 


1 .00 


£>n a 0 

62.12 




4^by 


OD 

Ob 


1 CI 1 

LbU 


749 


4 H AC A 

1 1 .454 


36.792 


yi yi n/"»l-l 

44,020 


A OO 

1 .00 


ft jfl ftft 

64.20 


40 


4z£/U 


GG 


1 CI 1 

LbU 


T AC\ 

749 


H ft Oftft 

10.690 


O ET yl T£» 

35.476 


yi O O^O 

43.873 


A f\f\ 

1.00 


CO T /™i 

58.72 




/1 0"7i 

4^/1 j 


OU1 


1 CI 1 

LbU 


"7/1 0 

749 


H H ftC O 

11 .058 


a a 000 

34.828 


yl /"> rr i 

42.554 i 


A OO 

1 .00 


61 .26 






GU<£ 


i ci i 
LbU 


T A ft 

749 , 


A r\ HOC 

1 0.986 


34.565 


il c 000 

45.039 


A OO 

1 .00 


61 .68 


45 


A OIO 


o 


1 Cl 1 

LbU 


"7/1 ft 

/49 


■4 ^ CQft 

11 .589 


Oft ftftO 

39.223 


A A CCA 

44.561 


A ft A 

1 .00 


61 .27 


A0~7A 




1 CI 1 

LbU 


7 A ft 

/4y 


•i O OA A 

1 £.^41 


Oft A (~\T 

09.497 


A C CTA 

45.571 


A ftft 

1 .00 


c-r\ r\r\ 

60.09 




/IOTK 
4^/D 


M 

N 


1 Cl 1 

LbU 


~7Cft 

750 


^ a ceo 
1 1 .658 


Oft ft AC 

39.946 


A O A CC 

43.455 


1 .00 


00 00 
60.39 






PA 


1 PI 1 






A"\ 1 on 




1 no 
I .uu 




50 


4277 


CB 


LEU 


750 


12.603 


41.607 


41 .959 


1.00 


59.67 




4278 


CG 


LEU 


750 


14.026 


41 .742 


41 .404 


1.00 


65.62 




4279 


CD1 


LEU 


750 


15.031 


40.919 


42.205 


1.00 


61.72 


55 


4280 


CD2 


LEU 


750 


14.005 


41.302 


39.953 


1.00 


61.66 




4281 


C 


LEU 


750 


1 1 .954 


42.216 


44.298 


1.00 


58.16 




4282 


O 


LEU 


750 


12.712 


42.855 


45.032 


1.00 


61.93 
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ATOMIC COORDINATES FOR THE GRVTIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 
M 1 WIVI 


ATOM TYPP 
M 1 WIVI 1 1 re 


RFQini if 


it 


x 


Y 

* 


z 


B 


ATOM 


5 




M 
IN 


ACD 

nor 


7^1 

/ O I 


1 0 637 


42 423 


44 242 


1 00 


60.02 




AO&A 
4^o4 


PA 


AQP 
nOr 


7S1 
/ o 1 


Q 969 


43 428 


45 073 


1.00 


61.63 




4£oO 




ACD 

Mor 


/ O 1 


ft 


43 658 


44 616 


1 00 ' l 

■ * W I 


59.82 


10 I 


4^00 


Of* 

Ova 


AQP 


7^1 

/ O 1 


8 381 


44 973 


43 912 


1.00 


60.49 




y10Q7 

4<£oY 


UU l 


AQP 

MOr 


7R1 

/ O 1 


Q 166 


45 214 


42 968 


1.00 


59.40 








AQP 


7M 
/ o i 


7 4Q1 


45 767 


44 298 


1 00 

1 ► w w 


59.17 




A OQQ 


O 


AQP I 
nOr 


7^1 

/ O 1 


9 041 


43 037 


46 531 


1.00 


62.48 


75 


4^yu 




AQP 

nOr 


7^1 

/ O 1 


10 367 


43 813 


47 383 


1 00 


63.09 




4^y 1 


M 
IN 


I VQ 
l_T O 


7S9 

/ Ofc 


Q 421 


41 841 


46 808 


1.00 


64.09 




4^y<c 


PA 
OM 


1 YQ 
LT O 


7^2 


Q ^46 


41 308 


48 164 

IV • 1 w < 


1 00 

1 r V W 


60.89 




/I OQO 

4^yo 


PR 


I YQ 


7^2 




39 882 


48 216 


1 00 

1 * w w 


63.21 




a on /i 
4/iy4 


OO 


1 VQ 
LT O 


7RP 


q nsi 


38 811 


47 568 


1 00 

■ ■ V w 


57.72 




>i one 

4^yb 




1 VQ 
LY O 


7R9 


Q 168 


37 S32 


48 396 


1 00 


60.58 


25 


4^yo 


OP 


1 VQ 
LT O 


7^P 


8 76Q 


37 801 


49 858 


1 00 


63.26 


y| on "7 

4^y ( 


M7 
INZ. 


1 VQ 
LT O 


7^P 


8 SQ8 


36 571 


50 686 

w V • www 


1 00 

1 ■ \J w^ 


60.07 




4^yo 




1 VQ 
LT O 


7R9 


m pi 8 


42 123 


49 090 

I .www 


1 00 

1 • w^ \s 


59.75 




a onn 

4^yy 


*J 


1 VQ 
LT O 


7^P 


11 4P6 


42 228 


48 869 

■ w ■ \J \J w 


1 00 

1 • w w 


61.26 




a onn 
4oUU 


M 

In 


AQP 

nOr 


7^ 


Q 644 

£7.0'+'+ 


42 700 


50 132 

WW ■ 1 ui> 


1 00 

1 • w w 


64 75 




a onn 
4oU 1 


OA 


AQP 

MOr 


f OO 


m 47ft 

I 0.*T/ o 


43 462 


51 039 


1 00 

1 ■ w w 


60 32 




>i ono 


OR 


AQP 
MOr 


/ OO 


Q 64^ 


44 1P6 

"II. 1 


52 126 


1 00 


62 72 


35 


>i ono 
4oUo 


OO 


AQP 
MOr 


7^^ 
/ OO 


1 n 4Q6 


44 76 P 

I f . 1 \J C- 


53 198 


1 00 


62 87 

Waw ■ W * 


a on>i 
1 4oU4 


VJU 1 


AQP 

MOr 


7^*5 
/ OO 


11 A90 


*+O.O^rJ? 


52 863 


1 00 

1 - WW 


59 14 




>i one 
4oUo 


ono 


AQP 

MOr 


# OO 




44 468 


54 382 


1 00 

1 • w w 


63.19 




>i one 
4oUb 




AQP 
MOr 


/ OO 


11 4RS 
I i .too 


42 468 


51 647 


1 00 

1 ■ W w 


60.33 


40 


a onT 
4ouY 




AQP 

MOr 


7^ 


1? 111 


42 750 


52 646 

w£— • w~ V 


1 00 

1 • w w 


61.12 




yi ono 
4oUo 


M 
IN 


Al A 
MLM 


7RA 
/ o*+ 


11 ^98 
1 1 .o^o 


41 304 


51 008 

w 1 ■ www 


1 00 

I 1 • w w 


59.93 




a onQ 


OA 


Al A 
MLM 


7^4 
/ OH 


1 P ^Q6 


40 177 


51 356 


1 00 

1 ■ w^ w^ 


61.16 


45 


>i o-i n 

4ol V 


OR 


Al A 
MLM 


l o*+ 


1 P 8Q6 

1 OC7U 


3Q S09 


50 053 


1 00 

■ • \y w^ 


64.36 


A OH -1 
4o 1 1 




Al A 
MLM 


/ o*t 


1? R87 

1 O. OO # 


40 401 


52 307 

WW * w w / 


1 00 

■ • V»f W^ 


59.44 




» oi o 

40l 




Al A 
MLM 


7^A 

/ 0*T 


14 700 


39 937 


52 047 


1 00 

1 • W W 


61.71 

la* ■ 




4313 


N 


THR 


755 


13.355 


41.108 


53.403 


1.00 


60.67 


50 


4314 


CA 


THR 


755 


14.375 


41 .342 


54.420 


1.00 


60.98 




4315 


CB 


THR 


755 


1 5.250 


42.613 


54.137 


1.00 


63.96 




4316 


OG1 


THR 


755 


14.460 


43.794 


54.313 


1.00 


60.28 


55 


4317 


CG2 


THR 


755 


15.824 


42.582 


52.696 


1.00 


57.43 


4318 


C 


THR 


755 


13.505 


41 .499 


55.671 


1.00 


59.27 




4319 


0 


THR 


755 


13.323 


42.586 


56.237 


1.00 


60.51 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




A I UM 


ATAK 4 TV/Or 

AIUM lYPc 


RESIDUE 


If 

# 


X 


Y 


Z 


B 


A Av A A 

ATOM 


5 


4320 


K 1 

N 


ALA 


756 


J A A. J A 

12.918 


40.356 


56.024 


1.00 


62.21 




A O O 4 

4321 


CA 


A 1 A 

ALA 


756 


J A A A _ 

12.025 


40.165 


57.162 


A A ^% 

1.00 


59.83 




4322 


CB 


A 1 A 

ALA 


r~ a 

756 


11.075 


A A A A A 

38.993 


56.870 


1.00 


60.21 


10 


4323 


C 


A 1 A 

ALA 


756 


A A A A A 

12.890 


39.842 


58.372 


1.00 


61.08 




4324 


o 


A 1 A 

ALA 


756 


12.461 


39.941 


59.531 


1.00 


61.80 




4325 


ft. 1 

N 


A 1 A 

ALA 


757 


14.115 


39.426 


58.072 


1.00 


62.43 


15 


4 AAA 

4326 


CA 


A 1 A 

ALA 


757 


A f™ A A 

1 5.087 


39.099 


59.092 


1.00 


60.57 


4327 


CB 


A 1 A 

ALA 


757 


J A JI J ^ 

16.415 


38.753 


58.431 


1.00 


60.81 




! 4328 


C 


A 1 A 

ALA 


757 


15.211 


A A A — V 

40.367 


59.932 


1.00 


61.35 




4329 


o 


A 1 A 

ALA 


757 


15.146 


41 .460 


59.327 


1.00 


62.10 


20 


4330 


i OXT 


A 1 A 

ALA 


757 


15.354 


40.253 


A A A 

61.169 


1.00 


58.48 




4331 


o 


HOH 


1 


X% A A, A A 

62.349 


-1 .370 


59.183 


1.00 


A"\ A y^k 

61.82 




4332 


I o 


1 1 S~\ 1 1 

HOH 


A 

2 


A A A A A 

63.098 


9.775 


56.010 


1.00 


63.21 


25 


4333 


o 


HOH 


A 

3 


A A j A ^ 

29.467 


^ A A A A 

50.468 


A ^9 A A. A 

47.493 


1.00 


60.82 


inn i 

4334 


0 


HOH 


4 


A*\ A A. 

24.799 


1.025 


51.054 


1.00 


63.04 




4335 


o 


HOH 


5 


A f— J A A 

25.120 


A I s A J 

35.371 


A A A A A 

29.890 


1.00 


58.53 




4336 


o 


HOH 


A 

6 


A A A A 

62.603 


13.819 


69.179 


_J a A*\ 

1 .00 


62.10 


on 


4337 


0 


1 t S~\ 1 1 

HOH 


7 


A A A A J 

43.394 


-0.575 


64.086 


1.00 


61.07 




4338 


0 


HOH 


A 


-A A A /~V A 

33.029 


A.^V A A A 

27.080 


24.812 


1.00 


63.53 




4339 


o 


HOH 


A 

9 


.| A J — v A 

40.476 


A A A A 

0.604 


^ A. r* j 

50.517 


j A A 

1.00 


62.87 


35 


4340 


0 


HOH 


J A 

10 


42.083 


A A A ***» 

33.017 


A A J A A 

29.431 


1.00 


59.31 


A f~\ A -4 

4341 


0 


HOH 


11 


40.224 ; 


-1 .905 


63.310 


1.00 


60.38 




4342 


o 


HOH 


12 


A A AAA 

29.926 


J O A ^ A 

49.219 


A A A A —~r 

30.317 


A >-V ✓*>» 

1.00 


XH XX _J XX 

60.19 




J A J A 

4343 


o 


HOH 


13 


A A J A -J 

63.481 


a A A 

3.211 


r— — r — » a A 

57.703 


1.00 


62.93 


40 


4344 


o 


HOH 


A A 

14 


,4 1— A-T A 1 

45.679 


A A A A A 

44.833 


A A — • A 

38.756 


J A A 

1 .00 


60.97 




j Air 

4345 


o 


HOH 


15 


A J AAA 

21 .388 


4 A A 

1 .839 


J ^ J A. A 

41.400 


J A A 

1 .00 


61 .41 




4346 


0 


HOH 


16 


47.452 - 


J A A A j 

16.061 


63.707 


1.00 


60.73 


45 


A O, A ^ 

4347 


0 ; 


HOH 


A 

17 


^ /*X A ^ A; 

52.653 


15.955 


/-Y J—* A*. J—\ J 

63.901 


1.00 


64.75 


4348 


/X 

o 


HOH 


A O 

18 


A A A J A 

62.913 : 


^ /"\ A A 

1 .964 


A A A A 

67.923 


J A A 

1 .00 


XX 4 XX XX 

64.33 




J A i A 

4349 


0 


HOH 


19 


/X A /— — » 

62.507 


/"i A a A 

3.936 


A A - T A A 

69.792 


j A A 

1.00 


XS XX d»x p— 

60.95 




4ot>U 


u 


HUrl 


OA 


11 ./JU 


<:DV4y 


J /■ >t AA 

44.436 


1 .00 


60.79 


50 


4351 


0 


HOH 


21 


48.735 


13.308 


64.587 


1.00 


62.06 




4352 


0 


HOH 


22 


32.377 


39.863 


58.144 


1.00 


63.51 




4353 


0 


HOH 


23 


58.924 


9.831 


70.947 


1.00 


61.40 


55 


4354 


0 


HOH 


24 


39.278 


17.448 


64.290 


1.00 


62.12 


4355 


0 


HOH 


25 


40.573 


48.042 


36.816 


1.00 


60.96 




4356 


0 


HOH 


26 


40.494 


35.299 


48.387 


1.00 


59.93 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


j ATOM TYPE 


RESIDUE 


# 

tr 


Y 
A 


Y 




B 


] ATOM 


4357 


0 


1 HOH 


27 


fi1 AKA 
D I .*fo4 


i 1 C7Q 


C4 AAH 

61.901 


J A A 


I 60.51 


4358 


I ° 


HOH 


28 


Q 0,75 


OO ftOQ 


/1 0 one 

4^.296 


I A A A 

j 1 .00 


j 61.65 


4359 


0 


i HOH 


2Q 


Ci OCQ 

o i .ooy 


1 o nnn 
j lo.yUU 


AA CAA 

63.592 


1.00 


64.00 


4360 


0 


HOH 




ft1 1 ft/1 
O I . I 04 


I n /ten 
-U.4ol 


yj yj A AT 

| 44.937 


1 .00 


| 61.95 


4361 


T 0 


i HOH 


°,1 
O 1 


1 q c\ai 
i y.u4i 


j lb.Uoo 


CA "7T7 

j 52.737 


I 1 .00 


i 60.85 


4362 


0 


! HOH 


°»2 


07 /Ift7 
O/ .*K5 / 


I O QftO 

o.ybo 


! /I A AAA 

j 49.092 


1.00 


60.40 


I 4363 


0 


1 HOH 


oo 


O 1 . 1 OO 


I o/i onn 

o4.oyy 


CC A A C 

55.395 


1.00 


I 61.32 


4364 


0 


1 HOH 


°,4 

O^r 


2^ ft70 


I OO ACkf\ 


I CO "TAT 

53.795 


1.00 


I 61 .76 


I 4365 


1 0 


1 HOH 




9/1 /lft7 




i AC A r\ —7 

45.107 


I 1.00 


| 62.37 


I 4366 


! o 


1 HOH 


*}ft 


A~7 QQQ 


OA C O C 

30.685 


35.691 


1.00 


I 60.62 


4367 


! 0 


1 HOH 


°,7 
o / 


O-t OCA 

O 1 .ZOU 


' ac ni a 
4o.UI 4 


A A A A~y 

! 24.427 


1.00 


63.26 


4368 


0 


i HOH 

1 IV- /I 1 


oo 


en 71 Q 

ou. / I y 


| -U.o4U 


j 49.987 


1.00 


60.94 


4369 


i 0 


! HOH 


°,Q 


Aft 7ft 1 
40. / D 1 


1 >1 OAC 
1 4.oU5 


\ A /y A A m T 

46.147 


1.00 


j 59,45 ! 


4370 


! o 


1 HOH 


40 
*+u 


CO OCQ 


] 1I.O/14 


| 45.533 


1.00 


| 59.86 I 


I 4371 


I 0 


1 HOH 


41 


AC\ ~7C\A 
4U. /U4 


I oU.bU4 


| 47.765 


1.00 


j 62.04 I 


I 4372 


! o 


HOH 


42 


Q/I COO 


19.541 


1 *7A n/\r 

73.265 


1.00 


I 61.69 I 


4373 


0 


HOH 


4°, 
to 


/l/l 1 OC 
44. I Oo 


OO ACTH 


48.092 


1.00 


60.11 I 


4374 


0 


HOH 


44 


1 ft >1/17 


^ c i oe 
1 D. 1 00 


cr ao ji 

55.224 


1.00 


58.77 I 


4375 


o 


HOH 


4R 
4o 


0/.4/U 


21 .079 


29.057 


1.00 


61.47 I 


I 4376 


0 


HOH 

i ivn 


4fi 


A A A 1 1 
14.411 


15.785 


52.085 


1.00 


58.97 I 


I 4377 i 


0 ~1 


HOH 


47 


07 1 QQ 


OIT COO 


51.919 j 


1.00 


58.58 I 


I 4378 


o ! 


HOH 


4ft 


QO Add 1 
0*l.4bb 


Or AA~7 \ 


53.254 


1.00 


60.88 I 


4379 


o I 


HOH 

1 IV/I 1 


4Q 


1 7 Q07 


on ch 0 

oy.b12 


49.972 


1.00 


61.48 | 


4380 


0 i 


HOH 


50, 


1 7 Oyl O 


OO AOO 
00.022 j 


52.339 


1.00 


61.61 j 


4381 


0 j 


HOH 


51 

O 1 


OO. /14 


ft 07>1 1 

b.o/4 j 


~7A A Cft s 

72.458 


1.00 


61.45 I 


4382 


o i 


HOH 


52 
o& 




O/i eoo 

o4.bob 


57.601 I 


1.00 ! 


59.81 I 


4383 I 


o | 


HOH 


5*3 
oo 


OO Q1 O 


O yl C O 

0.452 | 


38.767 j 


1.00 


62.42 i 


4384 


C1 j 


DEX 




O 1 7Q 1 I 

o I . /y 1 


O OOA 

0.00O 


C A A 4 f* 

56.615 


1.00 


59.00 I 


4385 


H1 


DEX 




on pqo 1 


0 7H n 1 


CA AAA ! 

56.626 


1.00 


59.00 I 


4386 


C2 


DEX 


- 


oo rtftft 1 


yl flC7 1 
4.Uo/ 


55.552 


1.00 


59.00 I 


4387 


H2 


DEX 




T1 41ft 

O I .*t 1 O 1 


/i ni ft 

4.U I 0 


C>1 7^7 f 

54./ 1/ 


H A A 

1 .00 


59.00 


4388 [ 


C3 f 


DEX 




33.314 


4.929 [ 


55.514 


1.00 


59.00 


4389 T 


C4 J 


DEX 




34.176 


5.061 j 


56.733 I 


1.00 


59.00 


4390 


H4 


DEX 




35.013 | 


5.729 


56.720 


1.00 


59.00 


4391 


C5 


DEX 




33.915 


4.329 


57.855 


1.00 


59.00 


4392 J 


C6 I" 


DEX 




34.782 J 


4.456 j 


59.133 I 


1.00 


59.00 


4393 


H61 


DEX 




35.558 


5.172 


59.015 


1.00 


59.00 
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TABLE 3 (continued) 



ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 



ATOM 


ATOM TYPE 

/a 1 V«/ 1 VI | lit 


RF^ini ip 

nuOIUUC 


u 
ft 


Y 


Y 


7 


D 


Ml yJ\V\ 


4^Q4 

tOC7*T 


HR9 


DFY 




9R 9R9 


q ARq 

O.fOO 


cq qqo 
oy.ooy 


1 OO 


RQ OO 

oy .uu 


*tOC7iJ 


P7 
o/ 


HFY 




^ Q0R 


4 RqA 


Rn qqi 


1 oo 
I .uu 


RO OO 

oy .uu 


4^Qfi 

tOi70 


H71 


dfy 





T.^ R90 


R RR1 


RO 909 


1 nn 
I .uu 


en nn 
oy .uu 


4^Q7 

HOO / 


H79 






^4 ri r 

0*+.0 1 O 


A Rq7 

**.oo/ 


ri oqc 

0 I .£O0 


1 nn 

1 .uu 


cq nn 
oy.uu 


4*}QR 


PR 


npv 

UC A 




q9 RQO 


q Qnq 
o.yuo 


an ciA a 

OU.D'M' 


1 no 
I .uu 


en nn 

oy.uu 


4*3QQ 

HOyy 


MR 
no 






oo HR*5 
oo.UOO 


O D7Q 


fin 7Q7 
OU./O/ 


1 nn 
l .UU 


cq nn 

oy.uu 


4400 

*t*tUU 


PQ 






OH 7CQ 

ol.r oy 


o.oUo 


CQ H CO 

oy. i o^i 


1 nn 
1 .UU 


co nn 

oy.uu 


4401 


P1 0 


UCA 




oo ft77 


q roa 


C7 Qnn 

o/ .yuu 


1 nn 
l .UU 


cq nn 

oy.uu 


4409 


P11 


hfy 

UC A 




qn qftO 




en qo7 

oy.o4i/ 


1 nn 
I .UU 


cq nn 
oy.uu 


44m 


H11 


UCA 




9Q 7Aq 

^y. / *+o 


q 9oq 


CO A7Q 

oo.*f/ O 


1 no 
I .uu 


en nn 
oy.uu 


4404 


P19 


UCA 




9Q ftQQ 

^y.oyy 


q Ai 

o.*n o 


ftH cne 

ou.oyo 


1 nn 
1 .uu 


nn 
oy.uu 


440 R 


H191 
PI I c* I 


npY 

UCA 




9R 7AA 
tO. / *f*f 


9 7RR 


RO 79Q 

OU. / £-Z) 


1 oo 
I .uu 


cn nn 
oy.uu 


440R 
two 


H1 99 


npy 

UCA 




9Q 991 


A AAQ. 


RO AqR 
OU.*foO 


1 oo 
I .uu 


en nn 
oy.uu 


4407 


P1 *3 


npy 

UCA 




0.0 CI Q 
OU.O I O 


q iii/i 


R1 Q9A 

o i .y^*f 


1 oo 
I .uu 


RQ oo 
oy.uu 


440 R 


P14 


npy 

UCA 




qi 7CQ 
O I . / OO 


a qR7 


R1 79R 
O I . / ^O 


1 on 
I .uu 


en no 
oy.uu 


440Q 


H14 


npy 

UCA 




qi qen 


c. Anq 


R1 AH1 


1 nn 
1 .uu 


e.Q nn 
oy.uu 


441 0 


P1 R 
O I o 


DFY 
UCA 




*59 q7A 


A CQQ 

*t.ooy 


Rq OQC. 

oo.uyo 


1 nn 
1 .uu 


cq nn 
oy.uu 


4411 


M1 R1 
n i o i 


npY 
UCA 




QO QQQ 


0.0*f / 


pq 111 

OO. Ill 


1 nn 
1 .uu 


cq nn 
oy.uu 


441 9 


H1 R9 

n i o&. 


npy 

UCA 




qq 1 1 Q 

oo. 1 1 y 


q 7QR 

o. / yo 


Rq Qfli 

OO.^O I 


1 nn 
I .uu 


cq nn 
oy.uu 


441 ^ 


P1R 


npy 

UCA 




qi 1 7R 

o i . i / o 


*f.*foO 


ca noq 
oo.uyo 


1 nn 
1 .uu 


co nn 
oy.uu 


441 4 


H1fi 
n i o 


npy 

UCA 




qi qQ1 

o i .oy i 


O.OUO 


ft A 7Aq 

Oh. / *^o 


1 nn 

1 .uu 


cq nn 
oy.uu 


441 R 


P17 


hfy 

UCA 




9Q RRq 




ftq 1 ftfl 

OO. I oo 


1 on 
I .uu 


cq nn 
oy.uu 


441 R 


P1R 

\j I o 


DFY 

UCA 




qo Q9Q 

ou.y^y 


1 RqA 


R9 q9R 


1 oo 
I .uu 


rq nn 
oy.uu 


441 7 

*T*T I / 


H1 R1 
n i o i 


DFY 

UCA 




qi cot; 
O I .QOj 


1 Rqq 
I .ooo 


ftq OA1 


1 oo 
I .uu 


rq nn 
oy.uu 


441 R 


H1R? 


DFY 

UC/\ 




on oro 


1 94R 


R9 AQR 


1 oo 
I .uu 


RQ OO 

oy.uu 


441 Q 


H1R1 
n i oo 


npY 

UCA 




*31 R*V7 
O I .OO/ 


1 q7A 

I .O / *f 


R1 RRR 
O I .OOO 


1 oo 
I .uu 


en nn 
oy.uu 


44pn • 


P1 Q 


DFY 
UCA 




qq 970 
OO.c.1 U 


1 Rqq 
I .ooo 


cq ni c 

OO.U I o 


1 on 
I .uu 


rq nn 
oy.uu 


44? 1 


H1Q1 


DFY 

UCA 




qq Qi ft 
oo.y i o 


1 794 


co one 
oo.yuo 


1 00 
i .uu 


RQ oo 
oy.uu 


4499 


H1 Q9 


HFY 

UCA 




qo arc 


1 OQR 

i .uyo 


RR 119 
OO. I J d. 


1 oo 
I .uu 


c.0 oo 
oy.uu 


449*3 


H1 


HFY 

U CA 




R^ R70 
OO.O / U 


1 ROCL 
I .DUO 


R7 1 qA 
O / . I o*f 


1 oo 
I .uu 


RQ OO 

oy.uu 


4424 


C20 


DEX 




28 759 


3 270 


63 873 


1 00 


59 00 


4425 


C21 


DEX 




27.338 


3.348 


63.353 


1.00 


59.00 


4426 


H211 


DEX 




27.350 


3.637 


62.283 


1.00 


59.00 


4427 


H212 


DEX 




26.827 


4.148 


63.876 


1.00 


59.00 


4428 


C22 


DEX 




31.008 


5.693 


64.947 


1.00 


59.00 


4429 


H221 


DEX 




30.160 


5.560 


65.619 


1.00 


59.00 


4430 


H222 


DEX 




31.912 


5.877 


65.542 


1.00 


59.00 
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TABLE 3 (continued) 



1 1 — ~ — I 3 T Y Z B | ATOM 

1 »t/matvdc RFSIDUE # * ■ — 



ATOM 
4431 



4432 



4433 
4434 
4435 



4436 



4437 



4438 



4439 



4440 



4441 



4442 



4443 
4444 
4445 
4446 
4447 



4448 
4449 



4450 



4451 



4452 



4453 



4454 



4455 



4456 



4457 



4458 



4459 



4460 



4461 



4462 
4463 
4464 
4465 
4466 
4467 



F1 



ATOM TYPE | RESIDUE 
H223 I DEX 
DEX 

01 | "oix 

02 I DEX 
HQ2 | DEX 

DEX 
DEX 



03 



H3 



04 



05 



H5 



C1 



H1 



C2 

H2 

C3 

C4 

H4 

C5 

C6 



H61 



H62 



C7 



H71 



H72 



C8 



H8 



C9 



C10 



C11 



H11 



C12 



H121 

H122 

C13 

C14 

H14 

C15 



DEX 
DEX 



DEX 



DEX 



DEX 



DEX 

DEX 

DEX 

DEX 

DEX 

DEX 

DEX 



DEX 



DEX 



DEX 



DEX 



DEX 



DEX 



DEX 



DEX 



DEX 
DEX 
DEX 



DEX 



DEX 
DEX 
DEX 
DEX 
DEX 
DEX 



X 

30.811 
31.331 
33.61 7 
30.601 
29.784 
29.236 
28.816 
29.058 
26.689 
25.816 



Y 
6.588 
5.130 



5.512 

1.580 

1.163 

5.409 

5.780 

2.511 

2.117 

2.344 



Z 

64.313 
58.833 



54.507 

59.361 

59.706 

62.711 

63.475 

64.818 

63.492 

63.756 



1.00 
1.00 



21,344 I 23.582 37.624 1.00 
20.325 23.208 37.634 1-00 



22.105 | 23.392 
21.710 



38.670 1.00 



22.910 



39.509 1.00 



23.539 I 23.892 

24.137 I 24.501 

25.173 I 24.791 

23.37 2 I 24J00 

23.965 25.312 



38.687 | 1.00 
37.450 I 1-00 



37.441 I 1.00 
36.346 ! 1-00 



24.996 25.542 



23.444 | 26.267 
23.752 24.345 



24.370 I 23.444 
24.092 | 24.829 



35.061 1.00 



35.157 1-00 



34.853 1.00 



33.877 1.00 



34.001 1.00 
32.956 1.00 



22.275 | 23 .885 I 33.692 I 1-00 
24.764 I 33.460 I 1-00 



21.638 



21.676 I 23.232 35.081 1.00 



21.819 I 24.294 

20.197 | 22.585 

20.028 I 21.974 

20.107 I 21.699 



36.329 I 1.00 



34.938 ! 1.00 



35.784 I 1.00 
33.700 I 1.00 



19.130 | 21.365 
20.720 | 20.795 
20.600 I 22.429 



33.602 
33.859 



32.344 1.00 



59.00 
59.00 



22.105 I 22.863 
22.701 | 21.953 
22.602~l 23.242 



32.515 1.00 



32.83 4 | 1.00 
31.129 1-00 



59.00 

59.00 

59.00 

59.00 

59.00 

59.00 

59.00 

59.00 



59.00 



59.00 



59.00 



59.00 



59.00 
59.00 



59.00 
59.00 



59.00 



59.00 



59.00 



59.00 



59.00 



59.00 



59.00 
59.00 



59.00 



59.00 



59.00 



59.00 



59.00 



59.00 
59.00 



59.00 



59.00 
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TABLE 3 (continued) 





ATOMIC COORDINATES FOR THE GR/TIF2/DEX MODEL USED IN MOLECULAR REPLACEMENT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


B 


ATOM 


5 


A A O 

4468 


1 1 4 f~ 4 

H151 


DEX 


1 


23.685 


23.110 


r* 4 *r\ A\^r 

31 .097 


4 A A 

1.00 


A. A A 

59.00 




4469 


1 | 4\ r-f\ 

H152 


DEX 


1 


22.383 


24.310 


OA Art 4 

30.934 


1.00 


59.00 




A A ^9 d*\ 

4470 


C16 


DEX 


1 


21 .806 


22.306 


30.152 


J A A 

1.00 


FT f\ A, A 

59.00 


10 


A A "9 A 

4471 


■ 1 A /N 

H16 


DEX 


1 


A, -4 /*\ A — T 

21.207 


22.984 


AA ^ A A 

29.504 


^ A A 

1.00 


r- a A A 

59.00 




A A f\ 

4472 


C17 


DEX 


1 


/X A — T A O 

20.783 


21.450 


31 .097 


A A A 

1.00 


59.00 




A A *~\. 

4473 


C18 


DEX 


1 


j h™ j /x 

19.540 


23.677 


A ^ A A J 

31.944 


1.00 


A. A Al 

59.00 


15 


A A J 

4474 


1 1 J A J 

H181 


DEX 


1 


j /X a-^a 

19.873 


/X J J f r 

24.157 


A -A A J r~ 

31.015 


j A A 

1.00 


|— A A. A 

59.00 


4475 


H182 


V/ 

DEX 


1 


18.547 


23.297 


A J — r A A 

31 .792 


J A A 

1.00 


59.00 




4476 


H183 


DEX 


1 


19.525 


24.449 


A, A "—9 A A 

32.700 


^ A A 

1.00 


r- A A A 

59.00 


■ 


4477 


d^S A A 

C19 


DEX 


1 


^\/N P"^N 

20.959 


25.638 


A /% Aj P» 

36.205 


j A A 

1 .00 


r- A A A 

59.00 


20 


4478 


I I A A J 

H191 


DEX 


1 


21.232 


26.215 


A r" AAA 

35.303 


A A A 

1.00 


A A A 

59.00 




4479 


H192 


DEX 


1 


19.899 


25.426 


A A A A-T* 

36.127 


1.00 


A. A A 

59.00 




A A ft A 

4480 


H193 


P^ p™ v t 

DEX 


1 


21.132 


26.270 


A*** A, A. 

37.072 


A A, A 

1.00 


r"/> a a 

59.00 


25 


4481 


s-\ a a 

C20 


DEX 


1 


19.417 


21.067 


rt/> A (*\ 4 

30.421 


1 .00 


59.00 


A A A 

4482 


S~\ A\ A 

C21 


r*- w 

DEX 


1 


J A A A A 

1 8.443 


20.176 


A A A A. A 

31 .204 


A A A 

1 .00 


^ A A A 

59.00 




a a t~\ a 

4483 


1 1 Al A A 

H211 


DEX 


1 


A "9 PXS%St 

17.932 


20.800 


a a\ a, r~rt 

31 .959 


J A. A 

1.00 


P"Oi A A 

59.00 




4484 


H212 


DEX 


1 


19.031 


19.423 


A^ ^ ^9^9 A; 

31 .779 


A A A 

1.00 


m s\ a 

59.00 


30 


4485 


C22 


DEX 


1 


22.671 


21 .454 


A A A A A 

29.301 


^ A A 

1.00 


59.00 




J A t*\ A 

4486 


1 1 A, A. A 

H221 


DEX 


1 


22.061 


a*\*+\ f\ r\ r~ 

20.835 


A A A A A 

28.644 


J A A 

1.00 


^ A A A 

59.00 




J J A — y 

4487 


1 1 A. Ai A 

H222 


DEX 


1 


23.334 


f\ 4f\^m^m 

22.077 


28.688 


1.00 


^ A A A 

59.00 


35 


j j a a 

4488 


1 1 St /"v A 

H223 


r*\ p™ v/ 

DEX 


1 


23.300 


20.785 


A A A A A 

29.933 


-4 A A 

1.00 


59.00 


A a a a 

4489 


F1 


DEX 


1 


22.519 


22.128 


A #— A A^ 

35.397 


A A A 

1.00 


A A A 

59.00 




a a r\ r\ 

4490 


0 


p— w 

DEX 


1 


24.201 


/^l *t AAA 

23.808 


A A A A Al 

39.692 


1.00 


59.00 




44y i 




UbX 




i y. i /» 


oo coo 


o4.yuo 


^ A A 

1 .uu 


CO AA 


40 


4492 


H02 


DEX 




18.367 


23.168 


34.580 


1.00 


59.00 




4493 


03 


DEX 




21 .444 


20.210 


31 .554 


1.00 


59.00 




4494 


H3 


DEX 




21.502 


19.648 


30.802 


1.00 


59.00 


45 


4495 


04 


DEX 




19.127 


21 .505 


29.299 


1.00 


59.00 


4496 


05 


DEX 




17.530 


19.572 


30.381 


1.00 


59.00 




4497 


H5 


DEX 




1 7.435 


18.711 


30.744 


1.00 


59.00 



50 



55 
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TABLE 4 

ATOMIC COORDINATES OF AR IN COMPLEX WITH ^UTAMIDE 
OBTAINED FROM HOMOLOGY MODEL NG OF THE CRYSTAL 

-TP irTi irr — r "' K ' ATC ^ ll ,?» l M ifflSBS 



"is - *' ' •■ -f-f - • 
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10 



15 



20 



25 



30. 



35 



40 



45 



50 



48 


0 


VAL 


676 


1 -3.176 


51.208 


21.154 


49 


CB 


VAL 


676 


-5.057 


49.282 


23.071 


50 


CGI 


VAL 


676 


-5.366 


50.591 


23.849 


51 


CG2 


VAL 


676 


-6.239 


48.333 


23.383 


52 


N 


LEU 


677 


-2.374 


49.119 


21.292 


53 


CA 


LEU 


677 


-1.001 


49.552 


21.090 


54 


HN 


LEU 


677 


-2.574 


48.147 


21.419 


55 


C 


LEU 


677 


-0.869 


50.119 


19.665 


56 


0 


LEU 


677 


-0.131 


51.073 


19.421 


57 


CB 


LEU 


677 


-0.068 


48.363 


21.316 


58 


CG 


LEU 


677 


1.249 


48.527 


22.075 


59 


CD1 


LEU 


677 


j 1.094 


49.268 


23.390 


60 


CD2 


LEU 


677 


1.764 


47.137 


22.328 


61 


N 


GLU 


678 


-1.606 


49.544 


18.727 


62 


CA 


GLU 


678 


-1.548 


50.045 


17.376 


63 


HN 


GLU 


678 


-2.197 


48,770 


18.954 


64 


C 


GLU 


678 


-2.330 


51.346 


17.200 


65 


O 


GLU 


678 


-1.845 


52.246 


16.524 


66 


CB 


GLU 


678 


-2.055 


49.004 


16.399 


67 


CG 


GLU 


678 


-2.187 


49.525 


14.999 


68 


CD 


GLU 


678 


-2.559 


48.425 


14.030 


69 


OE1 


GLU 


678 


-2.750 


48.734 


12.830 


70 


OE2 


GLU 


678 


-2.654 


47.252 


14.473 


71 


HE2 


GLU 


678 


-2.890 


46.667 


13.769 


72 


N 


ALA 


679 


-3.518 


51.484 


17.797 


73 


CA 


ALA 


679 


i -4.251 


52.738 


17.584 | 


74 


HN 


ALA 


679 


-3.895 


50.756 


18.370 


75 


C 


ALA 


679 


i -3.645 


53.964 


18.253 


76 


0 


ALA 


679 


-4.043 


55.082 


17.931 


77 


CB 


ALA 


679 


-5.746 


52.562 


17.903 


78 


N 


ILE 


680 


-2.694 


53.786 


19.173 


79 


CA 


ILE 


680 


-2.079 


54.944 


19.831 


80 


HN 


ILE 


680 


-2.401 


52.861 


19.414 


81 


C 


ILE 


680 


-0.672 


55.231 


19.325 


82 


o 


ILE 


680 


0.069 


56.001 


19.939 


83 


CB 


ILE 


680 ( 


-1.980 


54.783 


21.367 


84 


CG2 


ILE 


680 


-3.269 


54.216 


21.925 


85 


CGI 


ILE 


680 


-0.801 


53.879 


21.725 


86 


CD1 


ILE 


680 j 


-0.571 


53.751 


23.208 


87 


N 


GLU 


681 ! 


-0.301 


54.606 


18.214 


88 


CA 


GLU 


681 | 


1.020 


54.801 


17.640 


89 


HN 


GLU 


681 


-0.944 


53.988 


17.762 


90 


C 


GLU 


681 


1.093 


56.227 


17.144 


91 


0 


GLU 


681 j 


0.147 


56.718 


16.543 


92 


CB 


GLU 


681 


1.237 


53.825 


16.483 


93 


CG 


GLU 


681 ! 


2.643 


53.807 


15.879 


94 


CD 


GLU 


681 


3.760 


53.831 


16.920 


95 


OE1 


GLU 


681 j 


3.570 


53.258 


18.018 


96 j 


OE2 


GLU 


681 


4.832 


54.412 | 


16.631 


97 


HE2 


GLU 


681 j 


5.431 


54.351 


17.360 


98 


N 


PRO 


682 | 


2.175 


56.936 


17.458 


99 


CA 


PRO 


682 j 


2.103 


58.288 


16.900 1 


100 


CD 


PRO 


682 j 


2.934 


56.915 


18.715 


101 


C 


PRO 


682 


2.205 


58.244 


15.379 


102 


0 


PRO 


682 ! 


2.532 


57.209 


14.789 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



158 


CA 


ASP 


690 


14.410 


73.739 


3.341 


159 


HN 


ASP 


690 


15.053 


73.080 


5.244 


160 


C 


ASP 


690 


15.539 


73.046 


2.609 


161 


O 


ASP 


690 


16.711 


73.253 


2.928 


162 


CB 


ASP 


690 


14.800 


75.178 


3.628 


163 


CG 


ASP 


690 


14.786 


76.022 


2.386 


164 


OD1 


ASP 


690 


14.680 


75.431 


1.294 


| 165 


OD2 


ASP 


690 


14.880 


77.259 


2.497 


166 


HD2 


ASP 


690 


14.857 


77.655 


1.640 


167 


N 


ASN 


691 


15.183 


72.196 


1.658 


168 


CA 


ASN 


691 


16.168 


71.457 


0.886 


169 


HN 


ASN 


691 


14.211 


72.058 


1.467 


170 


C 


ASN 


691 


16.414 


72.208 


-0.411 


171 


0 


ASN 


691 


17.014 


71.684 


-1.351 


i 172 


CB 


ASN 


691 


15.643 


70.020 


0.600 


173 


CG 


ASN 


691 


14.332 


69.904 


-0.185 


174 


OD1 


ASN 


691 


14.308 


69.649 


-1.380 


175 


ND2 


ASN 


691 


13.204 


70.107 


0.441 


176 


1HD2 


ASN 


691 


12.406 


70.157 


-0.199 


177 


2HD2 


ASN 


691 


13.262 


70.406 


1.415 


178 


N 


ASN 


692 


15.935 


73.449 


-0.435 


179 


CA 


ASN 


692 


16.057 


74.325 


-1.592 


180 


HN 


ASN 


692 


15.470 


73.797 


0.379 


181 


C 


ASN 


692 


17.406 


74.995 


-1.581 


182 


0 


ASN 


692 


17.708 


75.846 


-2.418 


183 


CB 


ASN 


692 


14.916 


75.383 


-1.546 


184 


CG 


ASN 


692 


15.214 


76.694 


-0.812 


185 


OD1 


ASN 


692 


15.510 


77.721 


-1.406 


186 


ND2 


ASN 


692 


15.173 


76.709 


0.493 


187 


1HD2 


ASN 


692 


15.534 


77.583 


0.885 


188 


2HD2 


ASN 


692 


15.013 


75.817 


0.961 


189 


N 


GLN 


693 


18.223 


74.651 


-0.605 


190 


CA 


GLN 


693 


19.516 


75.267 


-0.548 


191 


HN 


GLN 


693 


17.947 [ 


73.976 


0.079 


192 


C 


GLN 


693 


20.441 


74.218 


0.032 


193 


0 


GLN 


693 


20.051 


73.480 


0.945 


194 


CB 


GLN 


693 


19.445 


76.508 


0.368 


195 


CG 


GLN 


693 


18.110 


77.323 


0.324 


196 


CD 


GLN 


693 


17.987 


78.603 


1.161 


197 


OE1 


GLN 


693 


16.977 


79.287 


1.123 


198 


NE2 


GLN 


693 


18.986 


78.991 


1.913 


199 


2HE2 


GLN 


693 


19.825 


78.413 : 


1.846 


200 


1HE2 


GLN 


693 


18.847 


79.886 


2.386 


201 


N 


PRO 


694 


21.688 


74.161 


-0.473 


202 


CA 


PRO 


694 


22.654 


73.163 


-0.016 


203 


CD 


PRO 


694 


22.365 


75.246 


-1.206 


204 


C 


PRO 


694 


22.661 


72.720 


1.398 


205 


O 


PRO 


694 


22.222 


73.405 


2.316 


206 


CB 


PRO 


694 


24.018 


73.697 


-0.465 


207 


CG 


PRO 


694 


23.811 


75.102 


-0.777 


208 


N 


ASP 


695 


23.175 


71.516 


1.550 


209 


CA ! 


ASP 


695 


23.249 


70.949 


2.849 1 


210 


HN 


ASP 


695 


23.510 


71.006 


0.757 


211 


C ! 


ASP 


695 


24.549 


71.260 


3.463 


212 


o ! 


ASP 


695 


25.441 


71.872 


2.877 
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268 


N 


SER 


702 


21.348 


69.874 


12.942 


269 


CA 


SER 


702 


20.571 


70.736 


13.707 


270 


HN 


SER 


702 


21.934 


70.156 


12.182 


271 


C 


SER 


702 


19.114 


70.479 


13.542 


272 


O 


SER 


702 


18.437 


70.227 


14.534 


273 


CB 


SER 


702 


20.916 


72.229 


13.479 


274 


OG 


SER 


702 


21.723 


72.780 


14.526 


275 


HG 


SER 


702 


21.208 


72.741 


15.337 


276 


N 


SER 


703 


18.549 


70.230 


12.261 


277 


CA 


SER 


703 


17.171 


69.657 


12.150 


278 


HN 


SER 


703 


19.093 


70.385 


11.423 


279 


C 


SER 


703 


16.944 


68.360 


13.073 


280 


O 


SER 


703 


15.874 


68.265 


13.654 


281 


CB 


SER 


703 


16.690 


69.307 


10.728 


282 


OG 


SER 


703 


17.300 


68.126 


10.230 


283 


HG 


SER 


703 


18.260 
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CD1 


LEU 


907 


30.099 


60.838 


31.937 


2379 


CD2 


LEU 


907 


27.973 


59.894 


32.885 


2380 


N 


SER 


908 


28.866 


56.524 


33.185 


2381 


CA 


SER 


908 


29.473 


55.585 


34.132 


2382 


HN 


SER 


908 


28.358 


57.309 


33.540 


2383 


C 


SER 


908 


28.974 


54.145 


33.984 


2384 


0 


SER 


908 


29.703 


53.261 


33.522 


2385 


CB 


SER 


908 


29.242 


56.123 


35.566 


2386 


OG 


SER 


908 


28.881 


57.509 


35.589 


2387 


HG 


SER 


908 


29.621 


58.005 


35.229 


2388 


N 


GLY 


909 


27.727 


53.925 


34.405 


2389 


CA 


GLY 


909 


27.115 


52.605 


34.341 


2390 


HN 


GLY 


909 


27.198 


54.688 


34.776 


2391 


C 


GLY 


909 


26.426 


52.237 


35.647 


2392 


0 


GLY 


909 


26.387 


51.071 


36.044 


2393 j 


N 


LYS 


910 


25.865 


53.251 


36.308 


2394 


CA 


LYS 


910 


25.182 


53.106 


37.593 


2395 


HN 


LYS 


910 


25.915 


54.163 


35.901 


2396 


C 


LYS 


910 


23.655 


52.955 


37.392 


2397 


O 


LYS 


910 


22.850 


53.294 


38.269 


2398 


CB 


LYS 


910 


25.508 


54.360 


38.450 


2399 


CG 


LYS 


910 


26.794 


55.097 


37.998 


2400 


CD 


LYS 


910 


26.636 


56.607 


37.803 


2401 


CE 


LYS 


910 


27.995 


57.214 


37.429 


2402 


NZ 


LYS 


910 


27.817 


58.633 J 


37.073 


2403 


HZ2 


LYS | 


910 


27.105 


59.070 


37.670 


2404 


HZ1 


LYS 


910 


28.680 


59.166 


37.222 


2405 


HZ3 


LYS 


910 


27.542 


58.704 


36.114 


2406 


N 


VAL 


911 


23.302 


52.427 


36.214 


2407 


CA 


VAL [ 


911 


21.929 


52.172 


35.734 


2408 


HN 


VAL 


911 


24.046 


52.179 


35.594 ! 


2409 


C 


VAL 


911 


21.828 


50.671 


35.391 


2410 


6 


VAL 


911 


22.809 


50.084 


34.932 


2411 


CB 


VAL 


911 


21.666 


53.060 


34.454 


2412 


CGi 


VAL 


911 


21.087 


54.480 


34.706 
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37339 



37.825 



2436 
2437 
2438 
2439 
2440, 
2441, 
2442 
2443 
2444 
2445, 
2446 
2447_ 
2448 
2449_ 
2450 
24M 
2452_ 
2453 
2454 
J451 
2456_ 
2457 
2458_ 
2459 
2460 
2461 



ILE 
CLE 
ILE 

CGI IJLE 

CG2 _TM_ 



CP1 

N 

CA 
HN 

C 

O 

CB 
CG 
CD1 
CD2 
CE1 
CE2 
CZ 
OH 
HH 
N 
CA 
HN 



O 



ILE 

TYR 

TYR 

TYR 

TYR 

TYR 

TYR 

TYR 

TYR 

TYR 



TYR 
TYR 
TYR 
TYR 



PHE 
PHE 
PHE 



914 
914 
914 
914 
914 _ 
914 _ 
915 
915 
915 
915 
915 
915 
915_ 
915 
915 
915 
915 
915 
915 
915 
916 
916 
916 
916 
916 



916 



916 



20.528_ 

19.971 

19.437 

20.208_ 

21.08L 

22.370 

22.090 

18.132, 

17.573 

17.529 

17.956 

17.995 



15.345 
14.007 
18.239^ 
18.602 
^18.204 
17.790 
17.364 
20.1 10_ 
21.114, 
22.470_ 
20.670, 
23.36 8^ 
21.570, 
22.919 
23.803 
23322 
n.547 
16.80j 
17.873 

17.772 
17.483_ 

i6.on_ 

14.782 
13.647 



46.756 



44.499 



45.812 
43.373 
45.901 
42.605 
41.856 
42.144 
40.570 
40.025 
41.472 
42.616 
42.349 
43.942 
43398 
44.988 
44.715 
45.741 
46.569 
40.099 
38.847 
40.599 
37.692 
36.618 



12.534 



2467 



38.831 
39.658 



39.198 



40.005 
41.283 



32.960 
31.674 
31.795, 
32.038 
30.622 
31.418, 
32.766 
31.641 
31.718 
31.472 
30.438 
29.370 
31.889 
32.915 
32.279 
33.144 
30.527 
29326 
31.413 
29.208 
30.218 
29.342 
29.160 
28.948 
29.198 
28.768 
29.019 
28.804 
28.625 
28.679 
27.984 
27.812 
27.182 
27.803 
28320 
26.509 
26.558 
27.206 
27331 
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2468 


CD2 




016 


14 787 


40 933 


96 03S 


2469 


N 


Xxii3 


017 


18 929 


37 930 


97 108 

1 . 170 


2470 


CA 




017 

71/ 


19 985 


36 938 


97 104 


2471 


Am 


HTS 


017 

71 / 


19 079 


38 830 


26 780 

x-U. / 07 


2472 


c 


HTS 


017 

71 i 


21 218 


37 571 


27 755 


2473 


o 


HIS 


017 

71/ 


21 857 


i 38 430 


27 144 ! 


2474 


OXT 


HIS 


017 

71/ 


22 578 


! 37 226 


28 030 


2475 


CB 


HTS 


017 

71/ 


20 300 


36 628 


25 631 

w.UJ 1 


2476 


CG 


HTS 


017 

71 / 


19 093 


36 350 

JU.JJ7 


94 709 

A,*T. / 7* 


2477 


ND1 

iNJL/ A 


HTS 


017 

71/ 


18 208 


35 398 


95 058 


2478 

it / O 


PF1 


HTS 


017 

71 / 


17 940 

1 / .<6*t7 


35 395 


94 1 <\4 


9470 


NP9 


HTS 
nio 


017 

7 1/ 


17 471 
i / .*t / 1 


3*. 399 


93 30^ 


LtOU 


PD9 


HTS 


017 

71/ 


18 619 

1 0.U1Z 


3*5 076 

jD.7/0 


93 1^86 


74X1 


HF9 


HTS 


017 
y\i 


u QOO 

1 U.7UU 


3t5 55fi 


99 ^90 i 


9489 


N1 

IN 1 


RTP 


— 


13 046 

1 J.7*tU 


^8 37/J 


1 ^ 0^0 ! 


9483 


P9 


RTP 

OIL* 


— 


14 700 

l*r« / 77 


50 044 


1 ^ 4^3 
1 J .HO j 


9484 




RTP 


1 


1 5 841 

1 J.OH 1 


50 881 

J7.001 


1J.7JJ 


9485 


P4 


RTP 




1 5 755 


i51 984 


1 5 790 


9486 

A*tOU 


P5 


RTP 





14 563 


61 050 

U 1 .7Jv 


1 S 01 8 


9487 


F6 


RTP 


— 


1 3 473 

Ij.n / J 


/.1 888 


1 ^ 833 


9488 


F7 


RTP 


— 

— 


14 984 

l*r.^O*r 


&\ 394 


1 3 830 


9480 


T?8 


RTP 




14 897 


#^3 9^0 


14 741 


9400 


P0 


RTP 


— 


1 D.OH / 


n^o 


1 6 904 


2401 


no 


RTP 


— 


17 049 

1 / .7*TX 


A1 47^ 


1 (\ 88Q 
10.007 


2402 


N1 1 

IN i 1 


RTP 





18 080 

1 0.707 


i59 358 


17 9RO 
1 / .ZOU 


2493 

A*T7 J 


P12 


RTP 


— 


90 087 


f\l 1 1 S 
1 1 J 


18 161 
1 0.1 D 1 


2404 

A*T7t 


on 


RTP 


— 


90 903 


f.1 13^ 


1 8 877 
10.0 / / 


2405 


C14 


RTP 

ID iKs 


— 


91 996 


63 177 

UJ.l / / 


1 8 008 


2406 


C15 


RTP 


— 


20 663 


Vrt.J7J 


18 310 


2407 


016 


RTP 


— 


99 931 


.59 083 


10 08£ 

1 7.V/0O 


2408 


ri7 


RTP 




21 019 

*> 1 .7 1£ 


63 056 


16 797 


2400 


S18 


RTP 


— 

— 


99 550 


61 414 

0 1 .*r 1*t 


\(\ 461 

1 U.*r01 


2500 


O10 


RTP 




93 659 


61 094 


17 460 


2501 


O20 


RTP 


r 


21 445 


60 344 


1 (\ 304 

1 O.J7*t 


2502 


C21 


RTP 


~T 




93 155 


*51 793 


14 866 


2503 S 


C22 


RTP 




22 265 


61 691 


13 774 


2504 


P23 


RIP 


~~ 7 


22 764 


61 780 


19 465 


2505 


C24 


BIC 




24.122 


62.129 


12 302 


2506 


F25 


BIC 




24.627 


62.319 


11.037 


2507 


C26 


BIC 




24.991 


62.301 


13.395 


2508 


C27 


BIC 




24.507 


62.085 


14.702 


2509 


C28 


BIC 




17.982 


60.076 


17.127 


2510 


C29 


BIC 




16.918 


59.274 


16.650 


2511 


H33 


BIC 




18.992 


63.281 


16.873 


2512 


H39 


BIC 




22.378 


62.027 


19.128 
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TABLE 5 

ATOMIC COORDINATES OF PR IN COMPLEX WITH RWJ-60130 
OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 
STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 
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I 1 


N 


GLN 


682 


45.010 


41.258 


15.638 


2 


HN1 


GLN 


682 


-15.045 


42.257 


15.389 


3 


HN2 


GLN 


682 


-14.426 


40.755 


14.955 


4 


CA 


GLN 


682 


-14.439 


41.109 


16.970 


5 


C 


GLN 


682 


-14.873 


42.160 


18.025 


6 


0 


GLN 


682 


-15.047 


41.805 


19.197 


7 


CB 


GLN 


682 


-12.914 


41.005 


16.866 


8 


CG 


GLN 


682 


-12.305 


41.836 


15.765 


9 


CD 


GLN 


682 


-12.397 


43.302 


16.071 


10 


OE1 


GLN 


682 


-12.505 


43.688 


17.231 


11 


NE2 


GLN 


682 


-12.345 


44.181 


14.969 


12 


1HE2 


GLN 


682 


-12.352 


45.177 


15.141 


13 


2HE2 


GLN 


682 


-12.214 


43.835 


14.031 


14 


HN3 


GLN 


682 


-15.936 


40.879 


15.627 


15 


N 


LEU 


683 


-15.080 


43.419 


17.608 


16 


CA 


LEU 


683 


-15.510 


44.539 


18.490 


17 


HN 


LEU 


683 


-14.935 


43.618 


16.639 


18 


C 


LEU 


683 


-15.065 


44.431 


19.944 


19 


0 


LEU 


683 


-15.839 


44.716 


20.859 


20 


CB 


LEU 


683 


-17.038 


44.695 


18.484 


21 


CG 


LEU 


683 


-17.799 


45.363 


17.338 


22 


CD1 


LEU 


683 


-17.383 


44.762 


16.011 


23 


CD2 


LEU 


683 


-19.300 


45.185 


17.568 


24 


N 


ILE 


684 


-13.816 


44.047 


20.146 


25 


CA 


ILE 


684 


-13.270 


43.859 


21.478 


26 


HN ILE 


684 


-13.227 


43.881 


19.355 


27 


C 


ILE 


684 


-11.755 


44.117 


21.381 


28 


0 


ILE 


684 


-11.026 


43.391 


20.698 


29 


CB 


ILE 


684 


-13.587 


42.385 


21.960 


30 


CGI 


ILE 


684 


-13.414 


42.151 


23.496 


31 


CG2 


ILE 


684 


-12.746 


41.308 


21.208 


32 


CD1 


ILE 


684 


-14.014 


40.842 


24.049 


33 


N 


PRO 


685 


-11.269 


45.167 


22.062 


34 


CA 


PRO 


685 


-9.856 


45.563 


22.059 


35 


CD 


PRO 


685 


-11.987 


45.849 


23.154 


36 


C 


PRO 


685 


-8.881 


44.516 


22.556 


37 


O 


PRO 


685 


-9.106 


43.879 


23.581 


38 


CB 


PRO 


685 


-9.853 


46.799 


22.947 


39 


CG 


PRO 


685 


-10.854 


46.430 


23.987 


40 


N 


PRO 


686 


-7.801 


44.333 


21.810 


41 


CA 


PRO 


686 


-6.772 


43.402 


22.220 


42 


C 


PRO 


686 


-5.691 


44.331 


22.701 


43 


0 


PRO 


686 


-5.692 


45.515 


22.363 


44 


CB 


PRO 


686 


-6.319 


42.505 


21.059 


45 


CG 


PRO 


686 


-6.674 


43.324 


19.808 


46 


CD 


PRO 


686 


-8.000 


43.988 


20.187 


47 


N 


LEU 


687 


-4.769 


43.820 


23.494 


48 


CA 


LEU 


687 


-3.723 


44.678 


24.008 


49 


HN 


LEU 


687 


-4.792 


42.851 


23.738 


50 


C j 


LEU 


687 


-2.861 


45.295 


22.900 


51 


0 


LEU 


687 


-2.512 


46.478 


22.951 


52 


CB 


LEU 


687 


-2.879 


43.883 


24.978 


53 


CG 


LEU 


687 


-1.894 


44.651 


25.842 


54 


CD1 


LEU 


687 


-2.286 


46.117 


26.083 


55 


CD2 


LEU 


687 


-1.842 


43.877 


27.129 



55 
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5 



10 



20 



25 



30 



40 



45 



50 



4 4 4 

111 


N 


ILE 


694 


-2.694 


53.786 


19.173 


4 4 1 

112 


CA 


urn W T~\ 

TLB 


694 


-2.079 


54.944 


19.831 


4 4 1 

113 


HN 


ELE 


694 


1 A f\f\ 

-2.400 


52.861 


19.414 


4 4 J 

114 


c 


ILE 


694 


-0.672 


55.231 


19.325 


4 4 AT 

115 


0 


ILE 


694 


0.069 


56.001 


19.939 


4 4 ✓ 

116 


CB 


ILE 


694 


-1.980 


54.783 


21.367 


117 


CG2 


ILE 


694 


-3.269 


54.216 


21.925 


4 4! A 

118 


CGI 


ILE 


694 


-0.801 


53.879 


21.725 


119 


CD1 


ILE 


694 


-0.570 


53.751 


23.208 


120 


N 


GLU 


695 


-0.301 


54.606 


18.214 


4 /X 4 

121 


CA 


GLU 


695 


1.020 


54.801 


17.640 


122 


HN 


GLU 


695 


-0.944 


53.988 


17.762 


123 


Sim 

c 


GLU 


695 


1.093 


56.227 


17.144 


124 


0 


GLU 


695 


0.148 


56.718 


16.543 


125 


CB 


GLU 


695 


1.238 


53.825 


16.483 


126 


CG 


GLU 


695 


2.643 


53.807 


15.879 


127 


CD 


GLU 


695 


3.760 


53.831 


16.920 


128 


0E1 


GLU 


695 


3.570 


53.258 


18.018 ! 


129 


0E2 


GLU 


695 


4.832 


54.413 


16.631 


130 


HE2 


GLU 


695 


5.431 


54.352 


17.360 


131 


N 


PRO 


696 


2.175 


56.936 


17.458 


132 


CA 


PRO 


696 


2.104 


58.288 


16.900 


133 


M mm ^ 

CD 


PRO 


696 


2.935 


56.915 


18.715 


134 


C 


PRO 


696 


2.205 


58.244 


15.379 


4 1^ 

135 


0 


PRO 


696 


2.532 


57.209 


14.789 


« '""V ^ 

136 


CB 


PRO 


696 


3.278 


59.025 


17.552 


137 


CG 


PRO 


696 


3.904 


58.034 


18.527 


4 1 A 

138 


N 


ASP 


697 


1.909 


59.358 


14.734 


139 


CA 


ASP 


697 


1.979 


59.373 


13.291 


140 


HN 


ASP 


697 


1.640 


60.179 


15.237 


4 A A 

141 


C 


ASP 


697 


3.198 


60.165 


12.862 


142 


0 


ASP 


697 


3.578 


61.123 


13.536 


143 


CB 


ASP 


697 


0.666 


59.986 


12.735 


4 A. A 

144 


CG 


ASP i 


697 


0.355 


61.433 


13.143 


; 145 


/•"X T"X 4 

0D1 


ASP 


697 


-0.395 


62.158 


12.506 ] 


146 


OD2 


ASP 


S~ j*\ 

697 


0.984 


61.806 


14.298 


147 


HD2 


ASP 


697 


0.761 


62.700 


14.504 


i if) 

148 


N 


4i 7 A T 

VAL 


698 


3.807 


59.769 


11.747 


149 


CA 


4 7 A T 

VAL 


698 


5.012 i 


60.440 


11.267 


150 


HN 


VAL 


698 


3.433 


_ Mm. a 

58.999 


11.229 


151 


C 


4 F A T 

VAL 


698 


4.883 


61.937 


11.156 


152 


0 


VAL 


698 


3.915 


62.458 


10.611 


153 


CB 


VAL 


698 


5.466 


59.926 


9.887 


154 


CGI 


VAL 


y r\ rt 

698 


5.970 


58.504 


10.001 


155 


CG2 


4 r A V 

VAL 


V (T\ 

698 


4.322 


60.031 


8.885 


156 


N 


ILE 


699 


5.876 


62.639 


11.673 


157 


CA 


ILE 


699 


5.854 j 


64.080 


11.590 


l->o 


IlJN 


ILE 


699 | 


O.04U 


oz. 1 /4 


111 On 

12.120 


159 


C 


ILE 


699 ! 


7.097 


64.568 


10.856 


160 


0 


ILE 


699 


8.225 


64.160 


11.169 


161 


CB 


ILE 


699 


5.736 


64.714 


13.036 


162 


CGI 


ILE 


699 


6.895 


64.330 


14.012 


163 


CG2 


ILE 


699 


4.383 


64.379 


13.735 


164 


CD1 


ILE 


699 


6.826 


64.960 


15.418 


165 


N 


TYR | 700 


6.859 


65.427 


9.863 
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221 


1HD2 


ASN 


705 


12.407 


70.157 


-0.200 


222 


2HD2 


ASN 


705 


i 13.262 


70.406 


1.414 


223 


N 


THR 


706 


15.935 


73.449 


-0.435 


224 


CA 


THR 


706 


16.057 


74.325 


-1.592 


225 


HN 


THR 


706 


15.470 


73.797 


0.379 


226 


C 


THR 


706 


17.406 


74.995 


-1.581 


227 


0 


THR 


706 


I 17.708 


75.846 


-2.418 


228 


CB 


THR 


706 


14.910 


75.390 


-1.546 


229 


OG1 


THR 


706 


15.333 


76.547 


-0.837 


230 


HG1 


THR 


706 


14.613 


77.181 


-0.907 


231 


CG2 


THR 


706 


13.605 


74.960 


-0.840 [ 


232 


N 


LYS 


707 


18.223 


74.651 


-0.605 


233 


CA 


LYS 


707 


19.517 


75.267 


-0.548 


234 


HN 


LYS 


707 


17.947 


73.976 


0.079 


235 


C 


LYS 


707 


20.441 


74.218 


0.032 


236 


O 


LYS 


707 


20.052 


73.480 


0.945 


237 


CB 


LYS 


707 


19.445 


76.516 


0.374 


238 


CG 


LYS 


707 


18.097 


77.274 


0.280 


239 


CD 


LYS 


707 


18.015 


78.548 


1.126 


240 


CE 


LYS 


707 


16.663 


79.230 
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TABLE 6 

SUBSET OF ATOMIC COORDINATES OF GRa IN COMPLEX WITH THE 
BENZOXAZIN-1-ONE OBTAINED FROM MODELING OF THE CRYSTAL 
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I D.*t I / 


91 1 H7 
c. I . I U / 


1 nn 

I .UU 


09 ftft 


90 
£U 


M 


1 PI 1 


A 
M 


R74 


14 1 Q9 


91 7Q9 

c. I . /y^ 


1 Q 41 9 


1 nn 
I .uu 


oft m 


91 


PA 


1 PI 1 


A 
M 


R74 
OfH 


14 997 


91 ftH9 


17 QftQ 

i / .yoy 


1 nn 
I .uu 


Oft ftft 


99 


p 


1 Pi 1 

LCU 


A 
M 


R74 


1 ft 1 QQ 


oo oni 


1 7 9ft7 


1 nn 
I .uu 


or 1 n 
^0. 1 u 


99 
^O 


r\ 


1 PI 1 

LCU 


A 
M 


R74 


1 ft 749 


99 ft1 ft 


1ft 9Q4 


1 nn 
I .uu 


oft nft 


94 


PR 


1 PI 1 


A 
M 


R74 


1 O DQO 


91 Q74 
^ I .y / *t 


17 9Q1 

i / .oy i 


1 nn 
I .uu 


oft nt; 


9ft 


Pfi 


1 PI 1 


A 
M 


R74 
O # H 


1 9 nfi7 


90 ftft9 


17 917 
\ t ,o\ f 


1 nn 
I .uu 


Oft ftft 
^D.OO 


9R 


pm 

OU I 


1 PI 1 
LCU 


A 
M 


R74 
D f H 


1 n fti 7 


90 ftft7 


1ft Q9ft 


1 nn 
I .uu 


Oft 9ft 


97 


PD9 


1 PI 1 
LCU 


A 
M 


R74 
OfH 


1 9 7R9 


1 Q 7ftft 

i y. / oo 


1ft 9H4 


1 nn 
I .uu 


oft no 


9ft 


IN 


A^M 
MOIN 


A 
M 


R7R 
OfO 


1 ft 44H 


99 Q9Q 


1 ft m q 
i o.u i y 


1 nn 
i .uu 


04 ft9 


9Q 


PA 


A^M 

MOIN 


A 
M 


R7R 
O / O 


1 ft 9ftft 
I D.JjD 


94 Qft4 


17 4ft4 


1 nn 
I .uu 


09 1 Q 

C.O. i y 


90 


P 


A^M 
MOIN 


A 
M 


R7R 
O / 3 


17 79ft ! 


94 99ft 


17 9Q7 
I / .oy f 


1 nn 
I .uu 


01 RR 
<i I .DD 


O 1 


p 


A^M 

MOIN 


A 
M 


R7R 


*\ ft 49ft 


94 ft94 
C.H.DC.H 


1 R 41 7 
I D.*f I / 


1 nn 
I .uu 


91 49 
£- I .HO 


99 


PR 


A^M 

MOIN 


A 
M 


R7R 
O/ o 


1 ft 47ft 


9ft 91ft 
C.O.C. 1 o 


1ft 9Q9 

i o.oy«3 


1 nn 
I .uu 


94 9n 


33 


CG 


ASN 


A 


675 


15 206 


27 067 

b f *ww / 


18 452 


1 00 


24 32 


34 


0D1 


ASN 


A 


675 


14.368 


27.062 


17.547 


1.00 


24.82 


35 


ND2 


ASN 


A 


675 


15.076 


27.817 


19.539 


1.00 


24.74 


36 


N 


VAL 


A 


676 


18.095 


23.612 


18.448 


1.00 


21.17 


37 


CA 


VAL 


A 


676 


19.394 


22.952 


18.507 


1.00 


20.92 


38 


C 


VAL 


A 


676 


19.501 


21 .830 


17.473 


1.00 


19.78 


39 


O 


VAL 


A 


676 


20.421 


21.827 


16.646 


1.00 


19.99 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


40 


CB 


VAL 


A 


676 


19.718 


22.442 


19.934 


1.00 


21.33 


41 


CG1 


VAL 


A 


676 


18.899 


21.237 


20.247 


1.00 


24.09 


42 


CG2 


VAL 


A 


676 


21.192 


22.095 


20.065 


1.00 


21.88 


43 


N 


LEU 


A 


677 


18.530 


20.923 


17.434 


1.00 


19.08 


44 


CA 


LEU 


A 


677 


18.601 


19.848 


16.453 


1.00 


17.91 


45 


c 


LEU 


A 


677 


18.768 


20.427 


15.068 


1.00 


16.96 


46 


O 


LEU 


A 


677 


19.640 


20.008 


14.347 


1.00 


14.94 


47 


CB 


LEU 


A 


677 


17.383 


18.921 


16.518 


1.00 


17.50 


48 


CG 


LEU 


A 


677 


17.267 


18.083 


17.798 


1.00 


16.78 


49 


CD1 


LEU 


A 


677 


16.355 


16.934 


17.541 


1.00 


17.01 


50 


CD2 


LEU 


A 


677 


18.615 


17.555 


18.225 


1.00 


17.10 


51 


N 


GLU 


A 


678 


17.980 


21 .445 


14.736 


1.00 


19.12 


52 


CA 


GLU 


A 


678 


18.058 


22.121 


13.437 


1.00 


20.06 


53 


c 


GLU 


A 


678 


19.410 


22.783 


13.243 


1.00 


19.33 


54 


0 


GLU 


A 


678 


19.966 


22737 


12.152 


1.00 


18.20 


55 


CB 


GLU 


A 


678 


16.972 


23.188 


13.317 


1.00 


23.33 


56 


CG 


GLU 


A 


678 


15.532 


22.646 


13.381 


1.00 


28.64 


57 


CD 


GLU 


A 


678 


14.459 


23.736 


13.387 


1.00 


32.31 


58 


OE1 


GLU 


A 


678 


14.811 


24.943 


13.374 


1.00 


34.41 


59 


OE2 


GLU 


A 


678 


13.253 


23.384 


13.410 


1.00 


34.91 


60 


N 


ALA 


A 


679 


19.966 


23.324 


14.329 


1.00 


19.45 


61 


CA 


ALA 


A 


679 


21 .257 


24.018 


14.303 


1.00 


18.84 


62 


c 


ALA 


A 


679 


22.472 


23.094 


14.195 


1.00 


19.25 


63 


0 


ALA 


A 


679 


23.479 


23.436 


13.558 


1.00 


19.27 


64 


CB 


ALA 


A 


679 


21.388 


24.919 


15.517 


1.00 


17.67 


65 


N 


ILE 


A 


680 


22.395 


21.914 


14.802 


1.00 


18.82 


66 


CA 


ILE 


A 


680 


23.518 


20.984 


14.742 


1.00 


17.49 


67 


c 


ILE 


A 


680 


23.516 


19.984 


13.593 


1.00 


16.89 


68 


0 


ILE 


A 


680 


24.518 


19.303 


13.370 


1.00 


17.12 


69 


CB 


ILE 


A 


680 


23.674 


20.231 


16.056 


1.00 


17.05 


70 


CG1 


ILE 


A 


680 


22.393 


19.467 


16.391 


1.00 


15.55 


71 


CG2 


ILE 


A 


680 


24.022 


21.213 


17.158 


1.00 


16.83 


72 


CD1 


ILE 


A 


680 


22.558 


18.575 


17.552 


1.00 


13.80 


73 


N 


GLU 


A 


681 


22.415 


19.922 


12.847 


1.00 


16.79 


74 


CA 


GLU 


A 


681 


22.265 


19.002 


11.719 


1.00 


17.26 


75 


C 


GLU 


A 


681 


23.370 


19.128 


10.673 


1.00 


18.79 


76 


0 


GLU 


A 


681 


23.517 


20.173 


10.043 


1.00 


20.09 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPF 

M l v_v Ivl | Til 




# 


Y 


Y 


7 


OPP 
000 


R 


ATOM 

r\ l oivi 


77 


PR 
OD 


oi ii 

V3LU 


A 

M 


RR1 


20 902 


19 227 


11 0Q4 

1 1 .0%7*r 


1 00 


1R 72 

1 O. / C- 


7ft 
i o 


oo 

OO 


a\ ( i 


A 
M 


RR1 


20 579 


18 300 


Q OR? 


1 00 
1 .uo 


1 ft 4ft 
1 o.to 


7Q 

/ y 


rn 




A 
M 


RA1 


20 47*3 


1R R2^ 


10 ^4ft 


1 00 

1 .OO 


17 51 
1 / .0 1 


an 
ou 


OF1 


PI 1 1 
ULU 


A 
M 


OO 1 


on R5Q 


16 sn2 

I U . 0\JC 


11 524 

1 1 . sjCH 


1 00 
1 .00 


1 7 5ft 
1 / .00 


R1 


OF2 


PI 1 1 


A 
M 


RR1 

DO 1 


20 214 

CKJ.C 1 t 


1 R QR1 


Q 4R7 
y .ho / 


1 00 
I .ou 


1ft 5Q 

I O.OS7 


ro 

OC 


M 


r nu 


A 
M 


RR2 


24 145 
tn. i to 


1ft 044 


1 0 4*^7 

1 O.H-O/ 


1 00 
I .uu 


1 Q 02 

I zJ.xjC 


oo 


PA 


PRO 

r no 


A 
M 


RR2 


25 252 


1ft 021 
1 o.\jc \ 


Q 472 


1 00 
I .uo 


1Q 11 




p 


PRO 

r no 


A 
M 


RR2 


24 Q1 9 


1fl 475 

1 O.H / 0 


ft 057 


1 00 
1 .uo 


1 Q 7fi 

I J7. 1 O 


R5 


o 

O 


PRO 
i no 


A 
M 


RR2 


2^ 771 


1fl ^R2 


7 R25 
/ .o^o 


1 00 
1 .uo 


21 n 

c 1 . 1 0 


OD 


PR 
OD 


PRO 

r no 


A 
M 


RRO 


25 RR1 


1R R4R 

1 O.OHO 


Q 4Q^ 


1 00 
1 .uo 


1ft ^0 
1 0.00 


R7 


pp 

oo 


PRO 

r no 


A 
M 


RR2 


25 ^R 


1fi 10Q 

1 O. 1 \J<3 


1 0 ft4fi 


1 00 
1 .uo 


17 Oft 
1 / .00 


RR 

oo 


pn 


PRO 
r no 


A 
M 


RR2 


2*3 QRQ 

£-0. C7UC7 


1R 704 


11 01Q 

1 1 .O 1 3 


1 00 

i -UO 


1 ft 22 


RQ 
oy 


M 
IN 


PI Y 
OLT 


A 
M 


RR*} 
OOO 


25 Qm 


1R QQR 


7 ^IQ 


1 00 
1 .uo 


20 R4 


Qn 
yu 


PA 

OM 


pi V 

OLT 


A 
M 


RR^ 
DOO 


25 RR5 


1Q 422 


5 Q72 


1 no 


21 67 

C \ .\J 1 


Q1 

y 1 


p 
O 


p| V 
OLT 


A 
M 


ooo 


25 roq 


1fl 2R0 

1 O.tOU 


4 QQ0 


1 00 
1 .uu 




Q2 
y t 


o 


PI Y 
OLT 


A 
M 


fifl^ 
ooo 


25 5Q5 

£0.090 


17 10R 
1 1 . 1 uo 


0.000 


1 00 
1 .uo 


2*3 47 

C\D. t / 


yo 


M 

IN 


\/AI 

VML 


A 
M 


RR4 
Dot 


2R 1Q0 


1ft RR7 
1 0.00 / 


^ 74ft 
0. / to 


1 00 
1 .uo 


2*3 5R 


Q4 


PA 

OM 


\/AI 
VML 


A 
M 


RR4 
oo*+ 


2R ^5 
£.0.000 


17 *v7'3 
1 / .0 / 0 


2 RR5 


1 no 

1 .uo 


22 44 


Q5 
yo 


p 

o 


VAI 
VML 


A 
M 


RR4 

OOt 


27 725 

CI .1 CO 


1R Q^4 


2 R11 
^.o 1 1 


1 no 

1 .uu 


20 R4 

fcO.Ot 


QR 
yo 


o 


\/AI 
VML 


A 
M 


RR4 

DO*t 


2R 70ft 

^O. / OO 


17 R1 4 


^ 042 


1 00 
1 .uu 


1Q ft2 

1 & .\JC 


07 

y / 


PR 

OD 


VAI 
VML 


A 
M 


RR4 
OOt 


2R ^20 


1ft 21 R 
1 o.c 1 0 


1 25Q 


1 00 
I .uu 


OA 


QR 

yo 


poi 

OO I 


VAI 

VML 


A 
M 


RR4 

OOt 


2R 217 

£0.£ 1 1 


17 no 

1 / . 1 OO 


0 1R^ 

O. 1 OO 


1 00 
1 .uu 


24 57 
tt . 0 / 


yy 


P02 
oo^ 


VAI 
VML 


A 
M 


RR4 

OOt 


25 15*3 

*LO. I OO 


1Q 22fl 
1 J .ceo 


1 . 1 0 1 


1 00 
1 .uo 


24 RQ 

fct . OJ7 


1 nn 
I uu 


M 

IN 


VAI 
VML 


A 

M 


RR5 
ooo 


27 77ft 
CI .1 10 


1 S fi^1 
1 0.00 1 


2 5R5 


1 00 

1 .OO 


1Q 05 


1 m 

I U I 


PA 

OM 


VAI 
VML 


A 
M 


Rft5 
ooo 


2Q m 2 

CZJ ,\J 1 


14 R7R 

1 *T.O / O 


2 RR5 


1 00 


17 RQ 


1 02 


p 

o 


VAI 
VML 


A 
M 


RR5 
OOO 


2Q 141 

1 HO 


14 112 

1 *T. 1 1 C 


1 ^45 
1 .oto 


1 no 


17 Rfl 


I UO 


o 


VAI 
VML 


A 
M 


OOO 


2fl 21R 


1*5 OR7 
l 0.00 / 


0 QRQ 


1 no 

1 .uo 


ir y\ 
1 0.00 


l ut 


PR 

OD 


VAI 
VML 


A 
M 


ooo 


2R Q55 


n RS7 

1 0.00 / 


^ RR7 
0.00/ 


1 00 
1 .uu 


17 ft1 
1 / .0 1 


1 05 


POI 

OO I 


VAI 
VML 


A 


RR5 
ooo 


10 


1Q1QQ 

1 O. 1 OC7 


4 ORfi 
*t.uuu 


1 00 
1 .uu 


1 5 5ft 

1 o.ou 


1 or 


PO.2 
oo^ 


VAI 

VML 


A 

M 


RR5 
ooo 


2R 527 
co.oc 1 


14 SRR 


5 147 

0. it/ 


1 00 
1 .uu 


1fi 27 

1 \J.C 1 


107 


N 


CYS 


A 


686 

www 


30 224 


14 339 


0 609 


1 00 


17 00 


108 


CA 


CYS 


A 


686 


30.451 


13.628 


-0.650 


1.00 


17.52 


109 


C 


CYS 


A 


686 


31 .354 


12.447 


-0.327 


1.00 


16.97 


110 


O 


CYS 


A 


686 


32.141 


12.496 


0.615 


1.00 


17.15 


111 


CB 


CYS 


A 


686 


31.101 


14.534 


-1.706 


1.00 


17.76 


112 


SG 


CYS 


A 


686 


30.166 


16.031 


-2.147 


1.00 


21.38 


113 


N 


ALA 


A 


687 


31.183 


11.360 


-1.065 


1.00 


17.74 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




ATOM 


ATOM TYPE 


RESIDUE 

■ l ■*■■> XX 1 fk«X XV 7 • — 


# 


X 

9 X 


Y 

* 


Z 


occ 

XaX 7 %V XV 7 


B 


ATOM 

9 \ 1 V*V If I 


5 


114 


CA 


ALA 


A 


687 


31 .949 


10.132 


-0.836 


1 00 

■ • XV XX 


17 57 

I 9 • XX 9 




115 


C 

^x 


ALA 


A 


687 

XXXX B 


33 277 

XX XX > *W M f 


10 161 

I XX • 1 XX 1 


-1 526 

I » XV • — w 


1 00 

1 » W \J 


18 06 

1 W » WW 




116 


0 


ALA 


A 


687 


34.185 


9.431 


-1 139 

1 ■ 1 XXXX 


1 00 

* m XV VX 


17 98 

9 9 9 XXXV 


10 


117 


CB 


ALA 


A 

* * 


687 


31 161 

W 1 ■ 1 XX 1 


8 929 

XV m XV t« XX 


-1 295 


1 00 

■ ■ W xx 


16 91 

1 w • w ■ 




118 


N 


GLY 


A 


688 

xv xx xx 


33 370 

XX XX * XX t \x 


11 023 

II* XV XV 


-2 539 

■b ■ XX XX XX 


1 00 

1 • w XX 


18 50 

■ W • XV w 




119 


CA 


GLY 


A 

9 » 


688 

XV XV XV 


34 580 

xx r » xx xx xx 


11 167 

1 1 v 1 XX f 


-3 326 

w • w*— w 


1 00 

1 ■ W V 


19 16 

■ w • ■ w 


15 


120 


C 


GLY 


A 


688 

xx xx xx 


34 705 

XX F * 9 XX XX 


10 099 

1 XX » XX XX XX 


-4 388 

I • XX XX XX 


1 00 

1 • XX w 


19 90 

1 XX ■ xvxv 


121 


0 


GLY 


A 


688 


35 802 

XX XX ■ XX XX ™— 


9 730 

XX ■ ■ XXXX 


-4 771 


1 00 

■ • XX XX 


20 86 

AW XX • XVXV 




122 


N 


HIS 


A 


689 


33 582 

XX XX ■ XX XX *— 


9 630 

XV » XX XV XX 


-4 907 

¥ • XV w ■ 


1 00 

1 * XX XV 


20 92 

■b XX • kV Ib 




123 


CA 


HIS 


A 


689 

XV xx XX 


33 577 

xx xx * xx 7 r / 


8 576 

XV • XV 9 XX 


-5 912 

XV * w i *— 


1 00 


22 43 


20 


124 


c 

^X 


HIS 

■ i ■ x«x 


A 

9 » 


689 


33 923 

XX XX . XX XX 


9 063 

w > w WW 


-7 328 

■ ■ W XV 


1 00 

1 -WW 


24 19 

■ w 




125 

1 *W XX 


o 

vx^ 


HIS 


A 


689 

W W 


33 511 

WW » XV 1 ■ 


10 145 

i w ■ i rxv 


-7 731 

9 m 9 W I 


1 00 

1 ■ w w 


24 06 

*— ■ • WW 




126 


CB 


HIS 


A 


689 

XXXV XV 


32 195 

XX • | XX XX 


7 917 

ff ■ XX 1 # 


-5 900 

XV ■ XX XX XX 


1 00 

1 • W w 


22 00 

•—-•-■»» w w 


25 


127 


CG 


HIS 

i ii x— / 


A 


689 


32 046 

Vt. m W I W 


6 775 


-6 857 

xx* Wxv / 


1 00 

i ♦ W W 


22 28 


128 

■ *— xx 


ND1 


HIS 


A 


689 

W W W 


31 040 

xx 1 • v i V 


6 724 


-7 796 

f m 9 WW 


1 00 

1 • WW 


22 44 




129 


CD2 

XiV fc*** h> 


HIS 

i it 


A 

9 * 


689 


32 782 

Vbi # XX 4b 


5 656 

w ■ www 


-7 033 

' ■ www 


1 00 

1 » w w 


22 64 

f ■ • w ■ 




130 


CE1 


HIS 


A 

9 x 


689 

XX XX XV 


31 166 

XX 1*1 XX XX 


5 627 

XV ■ W Ib f 


-8 516 

w • W 1 w 


1 00 

■ •WW 


23 43 


30 


131 

■ w ■ 


NE2 


HIS 


A 


689 


32 219 

w£- • C— I x/ 


4 960 

t p xv w W 


-8 074 

W • W 9 1 


1 00 

1 .WW 


23 78 

bW! 9 W 




132 

1 XXiW 


N 


ASP 


A 


690 


34 719 

W ■ • * 1 XX 


8 296 

W • w xx \J 


-8 073 

w< w / w 


1 00 

t * WW 


26 27 

■WW ■ J— / 




133 

i xxxx 


CA 

VX 9 \ 


ASP 

» » X B X 1 


A 

r x 


690 

XX XX XX 


35 017 

XXXX ■ w t f 


8 691 

w ■ w W 1 


-9 447 

w ■ I I * 


1 00 

1 » w w 


28 86 

■t— w * w w 


35 


134 

■ xv i 


c 


ASP 


A 


690 

XX W XX 


33 872 

XVW ■ XX 9 *— 


8 164 

w ■ i w r 


-10 286 

f W • £— WW 


1 00 

1 • w w 


30 15 

WW ■ 1 w 


135 


o 


ASP 


A 

9 1 


690 

XX XX XX 


33 701 

WW • 9 XX 1 


6 952 

W * W v-u 


-10 409 

1 W • T w w 


1 00 

1 ■ w w 


30 46 

WW > ~w 




136 

P V** xx 


CB 


ASP 


A 


690 

XX XX XV 


36 330 

XXXX - XX XV XX 


8 096 

w ■ w w w 


-9 963 

XX ■ XX WW 


1 00 

1 ■ w w 


28 93 

•WW > WW 




137 

1 xv ■ 


CG 

v 7 v* 


ASP 

9 *\*V 1 


A 


690 

XX XX XX 


36 696 

W W * WW W 


8 618 

W • W 1 w 


-11 361 

ll« WW 1 


1 00 

■ •WW 


30 03 

WW • WW 


40 


138 


OD1 

vx^ ' i 


ASP 


A 

9 \ 


690 

XX XX XX 


37 868 

XV* * XV XX XX 


8 497 

W • ■ xx 9 


-11 764 

t 1 • 9 W I 


1 00 

1 » w w 


31 23 

W ■ »*WW 




139 

I vx vx 


OD2 


ASP 


A 

9 1 


690 

xv xx w 


35 819 

WxV * XX 1 XX 


9 170 

W • 1 f w 


-12 061 

1 l — ■ w W 1 


1 00 

1 • w w 


29 72 

*— W ■ / 9— 




140 

i i xx 


N 


ASN 


A 


691 

XX xx 1 


33 065 

WW • W WW 


9 067 

w * w w * 


-10 832 

1 w • w w«-» 


1 00 

1 m W W 


32 35 

W4w i WxV 


45 


141 


CA 


ASN 


A 


691 

XX XX I 


31 933 

^V I aXVWW 


8 660 

w » www 


-11 655 

II* www 


1 00 

1 a WW 


33 60 

WW* WW 


142 


c 


ASN 

# * Xj*# ■ ^ 


A 


691 

W XX I 


32 284 


8 608 

w ■ w w w 


-13 136 

1 W ■ 1 WW 


1 00 

1 ■ w w 


35 13 

WW ■ 1 w 




143 


o 


ASN 


A 


691 

XX XX I 


31 419 

XV 1 • » 1 XX 


8 733 

XV ■ / wxv 


-13 999 

1 XX ■ XV XX XX 


1 00 

■ •WW 


36 66 

ww»ww 




144 


CB 


ASN 


A 


691 


30.725 


9.562 


-11.416 


1.00 


32.74 


50 


145 


CG 


ASN 


A 


691 


30.079 


9.313 


-10.074 


1.00 


32.95 




146 


OD1 


ASN 


A 


691 


29.187 


8.474 


-9.930 


1.00 


32.13 




147 


ND2 


ASN 


A 


691 


30.547 


10.024 


-9.069 


1.00 


33.57 


55 


148 


N 


ASN 


A 


692 


33.565 


8.471 


-13.434 


1.00 


36.15 




149 


CA 


ASN 


A 


692 


33.995 


8.365 


-14.819 


1.00 


37.44 




150 


C 


ASN 


A 


692 


34.425 


6.913 


-15.027 


1.00 


38.39 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




ATOM 


A T/^ A A T\/n^ 

ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


A *T/N A A 

ATOM 


5 


151 


0 


ASN 


A 


692 


f\ A AAA 

34.414 


6.406 


-16.139 


J -B. Jk 

1.00 


39.10 




152 


CB 


ASN 


A 

A 


692 


35.148 


9.328 


-15.103 


1.00 


36.71 




153 


N 


>■*■> * ft ■ 

GLN 


a 

A 


y*\ 

693 


34.757 


6.241 


-13.928 


1.00 


39.29 


10 


_J -Bk _ 

154 


CA 


| ft | 

GLN 


A 


jT-V A y"fc 

693 


35.200 


4.849 


-13.942 


1.00 


40.00 




155 


C 


GLN 


A 

A 


693 


33.988 


3.939 


-13.854 


1.00 


39.48 




156 


o 


#*"%\ t ft 1 

GLN 


A 

A 


693 


32.997 


4.298 


-13.217 


1.00 


40.11 


15 


157 


CB 


GLN 


A 

A 


693 


36.131 


4.577 


-12.745 


1.00 


41.81 


158 


CG 


jX^V | ft i 

GLN 


A 

A 


693 


37.538 


4.029 


-13.110 


1.00 


44.34 




159 


CD 


GLN 


A 

A 


693 


38.420 


Ml At^, J M— 

5.017 


-13.902 


J jfc JB. 

1.00 


J M* B B 

45.44 




160 


y— X f — J 

OE1 


m ft • 

GLN 


A 

A 


693 


39.378 


5.587 


-13.363 


1.00 


45.95 


20 


161 


NE2 


y-V i ft | 

GLN 


A 

A 


693 


38.115 


5.193 


-15.186 


1.00 


A r— A — w 

45.47 




162 


ft | 

N 


PRO 


A 


694 


34.055 


2.743 


-14.485 


1.00 


38.78 




163 


CA 


PRO 


A 


694 


32.970 


1.762 


-14.489 


1.00 


36.98 


25 


164 


C 


PRO 


A 

A 


694 


32.575 


1.304 


-13.109 


1.00 


35.56 


165 


0 


PRO 


A 

A 


694 


33.411 


1.198 


-12.204 


1.00 


35.44 




166 


CB 


r** r™» ^"v 

PRO 


A 

A 


694 


33.571 


0.601 


J B— yB. /h B— 

-15.265 


1.00 


37.17 




167 


CG 


PRO 


A 

A 


694 


34.432 


1.271 


-16.234 


1 .00 


38.48 


30 


168 


CD 


PRO 


A 

A 


694 


35.138 


2.286 


-15.375 


1.00 


38.88 




169 


N 


ASP 


A 


695 


31 .289 


1.022 


-12.958 


1.00 


34.27 




170 


CA 


ASP 


A 

A 


695 


30.776 


0.534 


-11.698 


1.00 


32.38 


35 


J VBB J 

171 


C 


ASP 


A 

A 


695 


31.318 


-0.868 


-11.524 


1.00 


32.55 


172 


o 


ASP 


A 


695 


31 .237 


-1.707 


-12.429 


1.00 


33.50 




173 


CB 


ASP 


A 

A 


695 


29.251 


0.518 


-11.694 


1.00 


29.77 




174 


CG 


ASP 


A 

A 


695 


28.660 


1.901 


-11.608 


1 .00 


28.80 




175 


OD1 


ASP 


A 

A 


695 


27.532 


2.100 


-12.089 


1 .00 


27.09 




176 


OD2 


ASP 


A 

A 


/-y /-v f— 

695 


29.329 


2.794 


-11.057 


1 .00 


28.72 




177 


N 


SER 


A 


696 


32.025 


-1 .052 


-10.424 


1.00 


31.71 


45 


178 


CA 


SER 


A 


696 


32.577 


-2.333 


-10.077 


1.00 


30.42 


179 


C 


SER 


A 

A 


696 


32.340 


-2.445 


-8.577 


1 .00 


30.15 




180 


0 


SER 


A 

A 


/™S y^v M 

696 


32.275 


-1.418 


-7.885 


1 .00 


30.10 




A ft A 

181 


CB 


SER 


A 


696 


34.064 


-2.383 


-10.425 


1 .00 


30.43 


50 


182 


OG 


SER 


A 


696 


34.854 


-1.589 


-9.567 


1.00 


31.47 




183 


N 


PHE 


A 


697 


32.104 


-3.669 


-8.099 


1.00 


28.48 




184 


CA 


PHE 


A 


697 


31.890 


-3.933 


-6.679 


1.00 


26.74 


55 


185 


C 


PHE 


A 


697 


32.956 


-3.205 


-5.846 


1.00 


26.76 


186 


O 


PHE 


A 


697 


32.641 


-2.393 


-4.972 


1.00 


27.12 




187 


CB 


PHE 


A 


697 


31 .982 


-5.442 


-6.423 


1.00 


25.46 
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ATOM 



TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM TYPE 



RESIDUE 



# 



occ 



B 



ATOM 



188 



CG 



PHE 



697 



31.781 



-5.827 -4.989 I 1.00 



24.31 



189 



CD1 



PHE 



697 



30.536 



■5.722 



-4.398 1.00 



24.48 



190 



CD2 



PHE 



697 



32.845 



-6.281 



-4.220 1.00 



24.78 



191 



CE1 



PHE 



697 



30.344 



■6.063 I -3.071 [ 1.00 



24.65 



192 



CE2 



PHE 



697 



32.659 



-6.626 -2.886 1.00 



24.77 



193 



CZ 



PHE 



697 



31 .406 



-6.512 -2.315 1.00 



24.30 



194 



N 



ALA 



698 



34.219 



-3.495 -6.140 1.00 



25.86 



195 



CA 



ALA 



698 



35.351 



-2.911 



-5.436 1.00 



24.97 



196 



AU 



698 



35.323 



-1 .402 



-5.300 1.00 



25.24 



197 



ALA 



698 



35.559 



-0.852 -4.216 1.00 



24.99 



198 



199 



CB 



N 



ALA 



698 



36.596 



-3.305 



-6.131 1.00 



25.52 



ALA 



699 



35.029 



-0.737 



-6.414 1.00 



25.11 



200 



CA 



ALA 



699 



35.001 



0.717 



-6.490 1.00 



23.76 



201 



202 



ALA 



699 



33.873 



1.281 



-5.668 1.00 



22.91 



ALA 



699 



34.084 



2.133 -4.795 1.00 



22.51 



203 



204 



CB 



N 



ALA 



699 



34.845 



1.156 



-7.943 1.00 



24.31 



LEU 



700 



32.682 



0.770 



■5.957 1.00 



21.56 



205 



CA 



LEU 



700 



31 .440 



1.185 | -5.314 ! 1.00 



20.84 



206 



LEU 



700 



31 .456 



0.977 



-3.793 1.00 



20.77 



207 



LEU 



700 



30.891 



1.765 



-3.035 1.00 



19.67 



208 



CB 



LEU 



700 



30.274 



0.397 



-5.937 1.00 



19.59 



209 



210 



CG 



CD1 



LEU 



700 



29.249 



0.984 



-6.911 1.00 



18.78 



LEU 



700 



29.727 



2.269 



-7.529 1.00 



18.69 



211 



212 



CD2 



N 



LEU 



700 



28.952 



-0.015 -7.957 1.00 



17.10 



LEU 



701 



32.103 



-0.093 



-3.350 1.00 



20.77 



213 



214 



CA 



LEU 



LEU 



701 



32.147 



-0.367 



1.941 1.00 



20.58 



701 



33.261 



0.365 



-1.241 1.00 



20.86 



215 



216 



O 



CB 



LEU 



LEU 



A 
A 



701 



33.126 



0.734 



-0.088 1.00 



21.69 



701 



32.099 



-1.871 



-1.670 1.00 



19.52 



217 



CG 



LEU 



701 



30.582 



-2.050 -1.567 1.00 



19.40 



218 



219 



CD1 



CD2 



LEU 



701 



30.046 



-2.911 



-2.642 1.00 



17.73 



LEU 



701 



30.173 



-2.510 -0.217 1.00 



17.25 



220 



N 



SER 



702 



34.356 



0.615 



■1.937 1.00 



21.06 



221 



CA 



SER 



702 



35.406 



1.378 -1.316 I 1.00 



20.96 



222 



223 



SER 



702 



34.874 



2.791 



-1.105 1.00 



20.81 



SER 



702 



35.187 



3.423 



■0.103 1.00 



20.82 



224 



CB 



SER 



702 



36.632 



1.400 



-2.190 ! 1.00 



21.52 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




« -r/-\ ft g 

ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


A A^ 

occ 


B 


ATOM 


5 


A a r 

225 


OG 


f> 

SER 


A 


702 


37.204 


0.120 


-2.175 


A\ A A 

1 .00 


A A — T A 

23.71 




226 


N 


SER 


A 


a a 

703 


34.023 


3.250 


A A A A 

-2.028 


A A A 

1 .00 


A A F* f" 

20.55 




227 


CA 


SER 


A 

A 


^» A A 

703 


33.443 


A ^ ft f* 

4.585 


4 A ft ^ 

-1.934 


A\ A A 

1 .00 


J A A -4 

18.91 


10 


228 


C 


SER 


A 

A 


703 


32.470 


4.678 


A ~ t A A 

-0.793 


A) A A 

1 .00 


W A A f 

18.35 




/-V 

229 


o 


f*\ 

SER 


A 


703 


32.520 


f" ft ft f* 

5.625 


-0.025 


1 .00 


18.89 




230 


CB 


SER 


A 


703 


32.755 


J AAA 

4.966 


-3.224 


1.00 


18.44 


15 


231 


OG 


f% r~ r% 

SER 


A 

A 


^k 

703 


33.748 


f* 4 A A 

5.182 


^ ^ A A 

-4.194 


1.00 


A A A A 

20.63 


232 


a ■ 

N 


LEU 


A 

A 


704 


31 .596 


f\ A A 4 

3.684 


A A f\ A 

-0.662 


1.00 


A —~t f \ A 

17.26 




A A A 

233 


f~\ A 

CA 


LEU 


A 


^»A -4 

704 


30.639 


A A 

3.687 


A A A A 

0.432 


J A A 

j 1.00 


J A*** 

16.37 




234 


C 


LEU 


A 

A 


704 


31 .366 


ft ^> A 

3.678 


1.761 


' 1.00 


4 A 4 A 

16.10 


20 


a a ^ 

235 


o 


LEU 


A 

A 


704 


30.925 


A A A 

4.340 


A A A A 

2.696 


J A A 

1 .00 


j A A 4 

16.81 




a a a 

236 


CB 


i r — i ■ 

LEU 


A 


704 


29.691 


A J A^ 

| 2.497 


A A J A 

0.342 


4 A A 

1 .00 


15.19 




ATP 

237 


CG 


LEU 


A 

A 


704 


28.558 


A f" A A 

i 2.583 


A AAA 

-0.660 


a a A 

1 .00 


j j AO 

14.03 


25 


/-^k y-\ « 

238 


CD1 


LEU 


A 

A 


704 


27.882 


1 .259 


A — T A A 

-0.748 


A A A 

1 .00 


4 A A A 

12.28 


239 


CD2 


LEU 


A 

A 


704 


27.582 


3.681 


A A A f 

-0.235 


A\ A A 

1 .00 


A A A A 

14.48 




A ^ A 

240 


N 


ASN 


A 


705 


32.495 


A A A A 

2.961 


4 A A A 

1.829 


A A A 

1 .00 


4 A ^9 A 

16.70 




241 


CA 


ASN 


A 

A 


705 


33.307 


A A A A 

2.863 


A A A A 

3.049 


A A A 

1 .00 


4 A A A 

16.66 


30 


242 


C 


ASN 


A 

A 


705 


ft f\ f% f - f 

33.955 


4.201 


3.410 


j A A 

1 .00 


17.17 




a a a 

243 


o 


ASN 


A 

A 


705 


33.970 


A f" A 

4.587 


4.570 


A A A 

1 .00 


4 A A 

17.46 




244 


CB 


A f^. k 1 

ASN 


A 

A 


705 


34.398 


A "7 ft J 

1.794 


A A A 4 

2.924 


A A A 

1 .00 


J f* .J A 

15.46 


35 


245 


CG 


A f%. k 1 

ASN 


A 

A 


705 


33.850 


A ^x n ^ 

0.384 


A A A A 

2.941 


A A A 

1 .00 


4 A A A 

16.24 


a j a 

246 


f^b J 

OD1 


A k 1 

ASN 


A 


705 


ft A A A ft 

34.448 


A f A A 

-0.512 


A A A f" 

2.385 


A\ A, A 

1 .00 


a a A A 

16.82 




247 


ND2 


ASN 


A 

A 


705 


f\f\ ^f\f> 

32.726 


0.180 


3.592 


1 .00 


16.07 




248 


N 


III 

GLU 


A 

A 


706 


f\ A f" J f> 

34.512 


j A A 

4.882 


A A A f 

2.415 


J A A 

1 .00 


17.04 


Hi) 


/■t j o 

249 


CA 


/■"N ill 

GLU 


A 

A 


706 


f*\ r— -AT—-* 

35.151 


A 4 A A 

6.193 


A f" AO 

2.598 


A A A 

1 .00 


^ f* IT 

17.55 




250 


C 


f^. ill 

GLU 


A 

A 


706 


ft A ft ft ft 

34.089 


—v ^ A A 

7.180 


A A A A 

3.069 


4 A A 

1 .00 


-4 A 4 A 

16.10 




a f .j 

251 


o 


ill 

GLU 


A 

A 


706 


r» i ft 4 f\ 

34.313 


A A A A 

8.023 


3.950 


1 .00 


16.62 


45 


252 


CB 


f \ ill 

GLU 


A 

A 


706 j 


f% f* ^f>f\ 

35.739 


A AAA 

6.668 


1 .258 


1 .00 


18.93 


253 


CG 


/—\ iii 

GLU 


A 

A 


706 


fv f\ ft f\ A 

36.394 


A A A A 

8.029 


4 A A A 

1 .282 


A A A 

1 .00 


A <4 4 A 

21.19 




254 


CD 


GLU 


A 

A 


706 


f*^ ^ f\ f% 

37.488 


8.146 


2.347 


1 .00 


23.68 




255 


Ocl 


CaLU 


A 

A 




0"7 CQC 

.oob 






i .uu 




50 


256 


OE2 


GLU 


A 


706 


38.246 


7.175 


2.569 


1.00 


24.37 




257 


N 


LEU 


A 


707 


32.927 


7.076 


2.445 


1.00 


15.13 




258 


CA 


LEU 


A 


707 


31 .803 


7.916 


2.792 


1.00 


14.21 


55 


259 


C 


LEU 


A 


707 


31.461 


7.634 


4.228 


1.00 


14.91 


260 


O 


LEU 


A 


707 


31.121 


8.557 


4.980 


1.00 


15.85 




261 


CB 


LEU 


A 


707 


30.604 


7.579 


1.925 


1.00 


12.85 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


262 


CG 


LEU 


A 


707 


29.318 


8.262 


2.328 


1.00 


12.03 


263 


CD1 


LEU 


A 


707 


29.537 


9.745 


2.280 


1.00 


13.09 


264 


CD2 


LEU 


A 


707 


28.252 


7.889 


1.374 


1.00 


12.74 


265 


N 


GLY 


A 


708 


31 .532 


6.358 


4.602 


1.00 


13.93 


266 


CA 


GLY 


A 


708 


31.230 


5.976 


5.965 


1.00 


12.96 


267 


C 


GLY 


A 


708 


32.213 


6.620 


6.917 


1.00 


13.13 


268 


O 


GLY 


A 


708 


31.849 


7.061 


7.987 


1.00 


13.55 


269 


N 


GLU 


A 


709 


33.468 


6.687 


6.514 


1.00 


14.14 


270 


CA 


GLU 


A 


709 


34.525 


7.279 


7.322 


1.00 


15.83 


271 


C 


GLU 


A 


709 


34.334 


8.775 


7.486 


1.00 


16.65 


272 


O 


GLU 


A 


709 


34.628 


9.317 


8.563 


1.00 


17.59 


273 


CB 


GLU 


A 


709 


35.874 


7.046 


6.658 


1.00 


16.73 


274 


CG 


GLU 


A 


709 


37.051 


7.547 


7.446 


1.00 


18.68 


275 


CD 


GLU 


A 


709 


37.573 


6.514 


8.401 


1.00 


21.63 


276 


OE1 


GLU 


A 


709 


36.766 


5.660 


8.826 


1.00 


23.39 


277 


OE2 


GLU 


A 


709 


38.784 


6.544 


8.723 


1.00 


23.17 


278 


N 


ARG 


A 


710 


33.845 


9.427 


6.428 


1.00 


16.70 


279 


CA 


ARG 


A 


710 


33.616 


10.869 


6.418 


1.00 


17.32 


280 


C 


ARG 


A 


710 


32.376 


1 1 .230 


7.218 


1.00 


17.85 


281 


O 


ARG 


A 


710 


32.379 


12.156 


8.034 


1.00 


17.75 


282 


CB 


ARG 


A 


710 


33.459 


11.346 


4.990 


1.00 


16.07 


283 


CG 


ARG 


A 


710 


34.659 


11.098 


4.137 


1.00 


16.18 


284 


CD 


ARG 


A 


710 


34.329 


11.498 


2.706 


1.00 


16.39 


285 


NE 


ARG 


A 


710 


35.512 


11.535 


1.850 


1.00 


15.28 


286 


CZ 


ARG 


A 


710 


35.587 


12.246 


0.733 


1.00 


15.30 


287 


NH1 


ARG 


A 


710 


34.550 


12.975 


0.357 


1.00 


14.96 


288 


NH2 


ARG 


A 


710 


36.691 


12.242 


0.001 


1.00 


14.89 


289 


N 


GLN 


A 


711 


31.291 


10.516 


6.955 


1.00 


18.71 


290 


CA 


GLN 


A 


711 


30.067 


10.745 


7.697 


1.00 


19.38 


291 


C 


GLN 


A 


711 


30.209 


10.494 


9.188 


1.00 


19.48 


292 


O 


GLN 


A 


711 


29.564 


11.183 


9.985 


1.00 


19.57 


293 


CB 


GLN 


A 


711 


28.908 


9.938 


7.127 


1.00 


19.79 


294 


CG 


GLN 


A 


711 


28.377 


10.566 


5.878 


1.00 


22.36 


295 


CD 


GLN 


A 


711 


27.058 


10.010 


5.446 


1.00 


23.37 


296 


OE1 


GLN 


A 


711 


26.758 


9.932 


4.244 


1.00 


25.35 


297 


NE2 


GLN 


A 


711 


26.228 


9.677 


6.410 


1.00 


24.52 


298 


N 


LEU 


A 


712 


31 .043 


9.529 


9.571 


1.00 


18.76 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


2 


occ 


B 


ATOM 


5 


f-\ y-\ /~k 

299 


CA 


LEU 


A 


712 


31 .259 


9.227 


10.984 


1.00 


19.20 




300 


C 


LEU 


A 


712 


31 .876 


10.428 


11.704 


1.00 


19.23 




301 


0 


LEU 


A 


712 


31 .507 


10.743 


12.834 


1.00 


17.65 


10 


#-k /-y f-w 

302 


CB 


LEU 


A 


712 


32.163 


8.008 


11.157 


1.00 


20.55 




303 


CG 


LEU 


A 


712 


32.522 


7.607 


12.590 


1.00 


21.95 




304 


CD1 


LEU 


A 


712 


31 .288 


7.641 


13.484 


1.00 


23.43 


15 


I 305 


CD2 


LEU 


A 


712 


33.132 


6.223 


12.586 


1.00 


22.57 


, 306 


N 


VAL 


A 


713 


32.809 


11.099 


11.039 


1.00 


19.70 




307 


CA 


ft M A I 

VAL 


A 


713 


33.427 


12.270 


11.619 


1.00 


19.68 




308 


C 


t M A 1 

VAL 


A 


713 


32.328 


13.277 


11.990 


1.00 


19.53 


20 


309 


o 


ft M A 1 

VAL 


A 


713 


32.325 


13.802 


13.086 


1.00 


20.00 




310 


CB 


1 M A ■ 

VAL 


A 


713 


34.453 


12.859 


10.658 


1.00 


20.01 




311 


CG1 


VAL 


A 


713 


34.722 


14.292 


11.001 


1.00 


21.16 


25 


312 


CG2 


VAL 


A 


713 


35.750 


12.069 


10.750 


1.00 


20.06 


313 


N 


HIS 


A 


714 


31 .330 


13.434 


11.128 


1.00 


19.20 




314 


/X A 

CA 


HIS 


A 


714 


30.215 


14.356 


11.358 


1.00 


19.47 




315 


c 


HIS 


A 


714 


29.183 


13.885 


12.383 


1.00 


18.83 


30 


316 


o 


HIS 


A 


714 


28.497 


14.701 


13.005 


1.00 


18.73 




317 


CB 


HIS 


A 


714 


29.498 


14.658 


10.038 


1.00 


20.77 




318 


CG 


HIS 


A 


714 


30.331 


15.410 


9.058 


1.00 


21.60 


35 


319 


ND1 


HIS 


A 


714 


30.131 


16.744 


8.784 


1.00 


22.32 


320 


CD2 


HIS 


A 


714 


31 .369 


15.016 


8.283 


1.00 


22.31 




321 


CE1 


HIS 


A 


714 


31.005 


17.139 


7.876 


1.00 


23.41 




/-v /-v /-v 

322 


NE2 


HIS 


A 

A 


714 


31 .768 


16.113 


7.557 


1.00 


23.22 




323 


N 


V / A 1 

VAL 


A 

A 


715 


29.006 


12.572 


12.485 j 


1.00 


18.39 




324 


CA 


VAL 


A 

A 


715 


28.063 


11.972 


1 3.434 


1.00 


16.86 




325 


C 


ft J A i 

VAL 


A 


715 


28.667 


12.166 


14.817 


1.00 


15.60 


45 


326 


o 


ft / A J 

VAL 


A 


715 


27.958 


12.422 


1 5.788 


1.00 


15.49 


327 


CB 


ft / A I 

VAL 


A 

A 


715 


27.869 


10.435 


13.134 


1.00 


16.78 




328 


CG1 


VAL 


A 

A 


715 


27.037 


9.756 


14.197 


1.00 


17.10 








\/AI 

VAL 


A 

A 


715 




10.259 


11 .817 


1 .00 


17.34 


50 


330 


N 


VAL 


A 


716 


29.986 


12.077 


14.913 


1.00 


15.13 




331 


CA 


VAL 


A 


716 


30.622 


12.250 


16.205 


1.00 


15.01 




332 


C 


VAL 


A 


716 


30.419 


13.681 


16.708 


1.00 


15.83 


55 


333 


o 


VAL 


A 


716 


30.129 


13.883 


17.887 


1.00 


16.61 




334 


CB 


VAL 


A 


716 


32.136 


11.885 


16.158 


1.00 


14.93 




335 


CG1 


VAL 


A 


716 


32.825 


12.233 


17.481 


1.00 


13.26 
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TABLE 8 (continued) 



OCC 



B 


ATOM 


1.00 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 




it 


Y 
/\ 


Y 
• 


7 


OPP 


R 


ATOM 


171 
o i o 


NZ 


1 

LI u 


A 

/A 


790 


10 79Q 

OC . 1 C 17 


19 fiR1 

1 C-\J\J 1 


99 7 OR 


1 00 


9R 70 
CO. / u 


374 


N 


Al A 


A 
/A 


791 

/ C I 


97 070 

£ / . U/ U 


17 ^fiQ 


on oir 

CXJ.COO 


1 00 


1 fl 91 
1 o.c 1 


a75 


OA 


Al A 


A 
r\ 


791 

/ C I 


9fi 40R 


1R RR1 

1 0.0 0 1 


90 3R9 
C\J .00c 


1 00 


1R 10 
1 0. 1 u 


a7R 


c 


Al A 


A 
/A 


791 


94 Q41 


1R 4Q9 


90 R75 


1 00 


1R R0 
1 o.ou 


0/ / 




Al A 


A 
M 


791 

1 C I 


94 1Q9 


1 Q 4RR 


90 RRO 


1 00 


1Q 1R 


O/O 




Al A 


A 
M 


791 
1 C \ 


9fi RR4 


1Q 4R1 


1Q 1 4R 


1 00 


1 7 4^ 
I / .HO 


a7Q 


N 

IN 




A 


799 

/ CC 


94 *^1 R 


17 947 


90 Q04 


1 00 
1 .uu 


1 Q 00 
1 y.uu 


iro 

OOU 




1 PL J 


A 


799 


9^ 11 Q 

CO. I 1 C7 


1 R Q1 9 


91 907 

C 1 .C\J i 


1 00 
I .uu 


1 Q R0 
1 a.ou 


^R1 

00 1 


p 


1 PL J 


A 
/A 


799 


99 7^4 


17 aR2 

1 / .Out. 


90 R1R 


1 00 
1 .uu 


90 97 


1R9 


0 


1 PI 1 


A 
M 


799 

/ CC 


01 ^91 


17 19R 

1 / . 1 CO 


9^ 54Q 
CO.OHiy 


1 00 
1 .uu 


91 79 
c \ .1 c 


iri 

000 




1 PL J 


A 
M 


799 


99 


1 R 1Q^ 


91 11Q 


1 00 
1 .uu 


1Q 45 


*3R4 


pp 


1 PL J 

l— L W 


A 
/A 


799 

1 CC 


91 RR^ 


14 771 


90 971 


1 00 
1 .uu 


1Q 62 


*3R5 


pm 


1 PL J 

LCU 


A 
/A 


799 


91 R40 


1 fi^7 

1 J.UJ/ 


1Q OQQ 


1 00 

1 .uu 


17 02 


3R6 


HDP 


1 PLJ 

LCU 


A 
AA 


799 

/ CC 


99 9QR 


1 3 1R9 

1 O.OOc 


1Q R15 
19.0 1 j 


1 00 


17 ^fl 
1 / .00 


1R7 
00 f 


N 


PRO 


A 
AA 


791 


91 ^74 


17 QQ9 


29 R1 1 


1 00 
1 .uu 


20 6Q 


aRR 
000 




PRPj 


A 
AA 


79 1 
1 CO 


91 911 

C \ .C \ i 


1R 49R 


94 1 R7 
t*t .10/ 


1 00 
1 .uu 


91 94 

C 1 ,CH 


009 


p 


PRO 


A 
AA 


701 

1 CO 


91 9fifi 


17 9R7 

1 / .CO / 


9R 1 Q5 


1 00 


91 RR 
c 1 .uu 


^qo 




PRO 
rnu 


A 
/A 


701 

f CO 


90 R91 
cv.oc 1 


1 fi 1 R 1 ^ 


94 QIR 

CH ,\?00 


1 00 
1 .uu 


91 14 

C 1 . 1 *T 


1QA 
09 1 




PRO 
1 nv 


A 
AA 


701 

t CO 


1Q 7fi7 


1R Q17 
1 0.5? 1 / 


9Q QQ7 
CO.W f 


1 00 
1 .uu 


20 40 
cu.tu 


1Q9 


pp 


PRO 


A 
/A 


701 

/ CO 


1 Q 70R 


1 Q ^4Q 


99 624 


1 00 


20 05 


oyo 


pn 


PRO 


A 


701 

1 CO 


90 ^00 


1fl ^17 
1 0.0 1 1 


91 RR1 
c l .00 1 


1 00 
1 .uu 


20 2Q 




N 

IN 


PI Y 

ULl 


A 

AA 


794 

/ C*T 


91 R00 
t I .ouu 


17 SRR 

1 / .JOO 


9fi ^RQ 

C\J .0\J\J 


1 00 


99 02 

CC.KiC 




HA 


fil Y 

ULl 


A 

AA 


794 

/ CH 


91 R74 


1R SQfi 


97 41 fi 


1 00 
1 .uu 


99 2Q 




p 


pi y 


A 

/A 


794 


99 fl^fl 
cc.000 


1 ^ 47R 


97 1 19 


1 00 
1 .uu 


91 M 

CO. 1 0 


^Q7 


0 


PL Y 


A 

AA 


794 


01 07fi 


14 RSfl 

1 t.UJU 


2fl 004 


1 00 
1 .uu 


91 7fl 


3QR 

OC70 


N 

IN 


PHP 


A 

AA 


795 


01 A1A 


1S 44fi 


25 Q4R 


1 no 

1 .uu 


94 14 


aQQ 


PA 


PHP 


A ! 

AA 


795 

/ CO 


94 ^fiO 


14 aRR 
1 t.ouo 


95 R10 


1 00 
1 .uu 


94 94 


400 

tUU 


P 


PHP 
riiL 


A 

/A 


795 

/ CO 


0^ ^OS 


14 170 

1 *T. 1 f U 


9fi 5R9 


1 00 
1 .uu 


94 R5 


401 

*+U 1 




PHP 

r 1 it. 


A 

AA 


79*1 


OK R7Q 


1^ 02R 

1 U.vJ£.U 


9& Rfi3 


1 00 
1 .uu 


2a 7Q 


402 

tut 


PR 


PHP 


A 

AA 


795 

' CO 


24 Q1 S 


14 554 


24 214 


1 00 

1 .uu 


2^ 59 


403 


CG 


PHE 


A 


725 


25 648 


13 353 


23 703 


1 00 


23 80 


404 


CD1 


PHE 


A 


725 


24.944 


12.239 


23.260 


1.00 


22.83 


405 


CD2 


PHE 


A 


725 


27.046 


13.328 


23.675 


1.00 


22.40 


406 


CE1 


PHE 


A 


725 


25.623 


11.130 


22.804 


1.00 


22.77 


407 


CE2 


PHE 


A 


725 


27.731 


12.226 


23.221 


1.00 


21.05 


408 


CZ 


PHE 


A 


725 


27.025 


11.123 


22.784 


1.00 


22.31 


409 


N 


ARG 


A 


726 


26.083 


15.270 


27.070 


1.00 


25.97 



70 



75 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 8 (continued) 




CB 


HIS 


CG 


HIS 


ND1 


HI?" 


CD2 


His" 


CE1 


' his" 


NE2 


HIS 




VAL 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPF 


nCOIUUC 


ft 


v 
A 


v 
■ 


7 


OPP 


D 
D 


ATOM 

M 1 L/IVI 


AA7 


OA 


VML 


A 
M 


7in 
/ OU 


19 RQ9 


Q 1RR 


9ft ARR 


1 nn 
I .uu 


11 n9 
o i .kjc. 


AAA 


p 


VAI 
VML 


A 
M 


7in 
/ ou 


19 RfiO 


r mft 


97 Rnn 


1 nn 
I .uu 


in ftQ 
ou.oy 


AAQ 


n 


VML 


A 
M 


7in 

/ ou 


19 70A 


ft 1Q9 


9R 171 
£0.0/ 1 


1 nn 
I .uu 


in An 
ou.*tu 


ARn 


PR 


VAI 
VML 


A 
M 


7in 
/ OU 


ia niR 

O*+.UO0 


Q 7Q1 

y. / yo 


9ft ftQR 

^o.oyo 


1 nn 
1 .uu 


19 nft 
o^.uo 


ari 

*+D I 


PP1 


VAI 
VML 


A 
M 


7in 
/ OU 


1R 077 

OJ.U / / 


Q AAR 


97 ft1 1 


1 nn 
I .uu 


19 Q1 

o^.y i 


ARO 


ppo 


VAI 
VML 


A 
M 


/ oil 


1A H7A 
OH-.U/ H 


1 1 9ftA 


9Q 1 7R 

^y. I /O 


1 nn 
I .uu 


11 ft£ 
O I .OO 


ARI 


M 
IN 


AQP 

MOr 


A 
M 


711 
/ O I 


19 770 
0£./ /U 


R Q^R 


9ft 9AA 


1 nn 
I .uu 


in fli 

OU.O I 


/I C/1 
*fO^ 




AQP 

MOr 


A 
M 


711 
/Ol 


19 R1Q 
0£.0 I y 


R 7HQ 


97 KHQ 

^/ .ouy 


1 nn 
I .uu 


11 t^cz 
0 1 .DO 


arr 


p 


AQP 

MOr 


A 
M 


/Ol 


11 A7A 
Ol .H/n 


R A9R 


9R ftftQ 

^o.ooy 


1 nn 
I .uu 


Oft QA 


ARR 
HOD 




AQP 

nor 


A 
M 


/ 0 I 


11 Ann 

O I .HUO 


A Q1 9 


9R 7RQ 

£.o. / oy 


1 nn 
I .uu 


9Q A7 


AR7 


PR 


AQP 

MOr 


A 
M 


711 
/ O I 


11 9AA 


A R1R 


9ft Am 


1 nn 
I .uu 


1R 91 


/ICQ 

*too 


PO 


AQP 
MOr 


A 
M 


711 
/ O I 


19 QRR 


1 1 R9 
O. I j£ 


97 771 


1 nn 
I .uu 


An 19 


/IRQ 


UU I 


AQP 

MOr 


A 
M 


711 
/ O I 


11 ft17 
O 1 .00/ 


0 R1Q 

^.o i y 


97 Q7A 
£ / .y / *+ 


1 nn 
1 .uu 


A9 91 


ARn 


ono 


AQP 

MOr 


A 
M 


711 
/ O I 


11 ftR7 
OO. OD / 


9 RQQ 


97 n7R 


1 nn 
I .uu 


AO 01 


AR1 


M 

IN 


AQP 

MOr 


A 
M 


719 
/ Ot 


in Am 
ou.*+uo 


R 7Rn 


97 Rft7 
t / .OO / 


1 nn 
I .uu 


OR 17 
£0. I / 


ARO 

Hot 


PA 


AQP 

MOr 


A 
M 


710 


9Q 07Q 
cy .w / y 


r ri n 


97 nR7 


1 nn 

I .UU 


OA RI 
t*f .OO 


ARI 
fOO 




AQP 

MOr 


A 
M 


719 
/ 0£ 


9ft 77n 
£0. / / u 


R 1R7 


9R ft7R 
£0.0 / O 


1 nn 
I .uu 


01 QR 

<£o.yo 


AAA 




AQP 

MOr 


A 
M 


719 
/ Ot 


9ft nin 


R Qft9 


9A Qft1 


1 nn 
I .uu 


OO RR 


ARR 
*fOO 


PR 


AQP 

MOr 


A 
M 


719 
/ 0£ 


9ft fl9A 


R 71 1 
O. / I I 


9ft 11Q 

^o. i i y 


1 nn 
I .uu 


OA nA 


AAA 
*fOO 


PO 


AQP 

MOr 


A 
M 


719 


9ft n7i 


A RRA 


9Q 1 ftft 
cX). I OO 


1 nn 
I .uu 


Ol RA 


AR7 


UU I 


AQP 

MOr 


A 
M 


719 


9ft 79ft 


1 RQ9 


Oft QftA 


1 nn 
I .uu 


00 11 


ARR 
*fOO 


on? 


AQP 

MOr 


A 
M 


719 
/ 0£ 


97 AAA 


A onA 


in 911 


1 nn 
I .uu 


01 ftQ 

£o.oy 


ARQ 
'fOy 


M 

IN 


PI M 
OLIN 


A 
M 


711 
/ OO 


9Q 9ftft 


7 R1 9 


9R Q9n 

^o.y<iu 


1 nn 
I .uu 


01 RR 
£0.00 


A7H 
*t/U 


PA 


PI M 


A 
M 


711 
/ OO 


9Q 1 91 


ft RQ1 

o.oy i 


9 A ftRR 


1 nn 
I .uu 


OO QA 


A71 


p 


PI Ni 
ULIN 


A 
M 


711 


9Q R1R 


7 QQ7 
/ .yy / 


91 RR7 


1 nn 
I .uu 


oi on 


A70 


l/ 


PI M 


A 
M 


711 
/ OO 


9ft Q7Q 


ft n7R 


99 R99 


1 nn 
I .uu 


oi nft 

£O.UO 


A71 

*Tl O 


PR 


PI M 
OLIN 


A 
M 


711 
/ OO 


9Q QA9 

^y, y*ft 


Q ftA7 
y .o*f i 


9R 1 RR 
C.O. I DO 


1 nn 

1 .uu 


00 71 
££. / O 


A7A 


PP 


PI M 
OLlN 


A 
M 


711 
/ OO 


9Q 1^0 


1 n 77R 


9R 99R 


1 nn 

I .uu 


01 OA 


A7R 
*+/ O 


pn 


PI KJ 
OLIN 


A 
M 


711 
/ OO 


in 9nft 


1 9 m i 

1 cl.U 1 O 


OR AftO 


1 nn 

1 .uu 


01 07 


A7R 

*T / O 


OF1 

V/L I 


PI M 


A 
r\ 


711 

/ OO 


m m ft 

OV.U I o 


1 9 RQR 


97 A77 


1 nn 

1 .uu 


OA 11 


ATI 


NE2 


GLN 


A 

wS 


733 


31 130 


12 316 


25 577 


1 00 


23 47 


478 


N 


MET 


A 


734 


30.853 


7.459 


23.625 


1.00 


23.37 


479 


CA 


MET 


A 


734 


31 .545 


6.832 


22.508 


1.00 


24.31 


480 


C 


MET 


A 


734 


30.902 


5.510 


22.077 


1.00 


23.31 


481 


0 


MET 


A 


734 


30.732 


5.247 


20.884 


1.00 


23.35 


482 


CB 


MET 


A 


734 


33.003 


6.596 


22.906 


1.00 


27.26 


483 


CG 


MET 


A 


734 


33.749 


5.604 


22.047 


1.00 


31.61 
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509 



510 



511 



512 



CB 



CG 



CD 



513 I 




514 I 




I 515] 




516 




|5vT"^ 




518 




519 




520~~ 





OE1 

Nli 



MET 
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TABLE 8 (continued) 

coordin^es^oFar^ 

Y 



■ i r r 1 

MET 1 


A 1 


A 1 A 1 

ALA 


A 


ALA _ j 


A 1 




A 




A 


ALA 1 




VAL 


r a 


1 VAL 


1 A 


1 VAL 




1 VAL 


T~~A 


"1 VAL 


Ta* 



X 

73^735^ 
734T34^884 

7351^571 
735 12^939^ 
28.644 
28.398 
735 I 29.650 
73^127799 




25.373 
24.544 



18.16 



19.512JJ^ 
"227601^00 



ILE 



27.658 

27^914 

28.352 

27^853 

29.046 



22.011 \ \^_ 
23.420 | 1 .00 



737 28.602 



29.476 
29.769 
29.281 
29.850 
28.904 
29.249 
30.960 



738 32.278 



1.226 16.788 

"5^rTj8^8 

"272^1^19^39 



16.47 



GLN I 




738 1 


33.027 




" A J, 


"738 | 


34.483 


TYR J 




"739j 


27792 
26.819 


t TYR 


~~aj 


^739^ 


I TYR 


|A 


739 


I 25721 


1 TYR 


f A 


"739" 


|25/I38 


1 TYR 


1 A 


739 


T 26.174 


1 tyr" 


T A 


"~739~ 


27.130 



7^120.593 IjLOO 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


521 


CD1 


TYR 


A 


739 


28.251 


-0.852 


19.950 


1.00 


15.41 




522 


CD2 


TYR 


A 


739 


26.925 


0.131 


21.656 


1.00 


16.49 




523 


CE1 


TYR 


A 


739 


29.151 


-1.317 


20.915 


1.00 


16.17 


10 


524 


CE2 


TYR 


A 


739 


27.817 


-0.321 


22.624 


1.00 


17.09 




525 


CZ 


TYR 


A 


739 


28.921 


-1 .040 


22.253 


1.00 


16.83 




526 


OH 


TYR 


A 


739 


29.787 


-1 .435 


23.256 


1.00 


18.24 


15 


527 


N 


SER 


A 


740 


25.453 


2.822 


17.195 


1.00 


15.61 


528 


CA 


SER 


A 


740 


24.384 


3.404 


16.403 


1.00 


15.61 




529 


C 


SER 


A 


740 


24.697 


4.054 


15.060 


1.00 


14.87 




530 


O 


SER 


A 


740 


23.778 


4.451 


14.376 


1.00 


15.75 


20 


531 


CB 


SER 


A 


740 


23.619 


4.403 


17.252 


1.00 


15.49 




532 


OG 


SER 


A 


740 


24.512 


5.421 


17.682 


1.00 


18.39 




533 


N 


TRP 


A 


741 


25.948 


4.188 


14.659 


1.00 


14.33 


25 


534 


CA 


TRP 


A 


741 


26.202 


4.835 


13.382 


1.00 


14.83 


535 


C 


TRP 


A 


741 


25.471 


4.246 


12.166 


1.00 


15.12 




536 


0 


TRP 


A 


741 


24.902 


4.995 


11.376 


1.00 


15.56 




537 


CB 


TRP 


A 


741 


27.706 


4.997 


13.113 


1.00 


15.35 


30 


538 


CG 


TRP 


A 


741 


28.465 


3.720 


13.000 


1.00 


17.05 




539 


CD1 


TRP 


A 


741 


28.995 


3.016 


14.020 


1.00 


17.12 




540 


CD2 


TRP 


A 


741 


28.765 


2.987 


11.800 


1.00 


17.91 


35 


541 


NE1 


TRP 


A 


741 


29.592 


1.878 


13.551 


1.00 


19.60 


542 


CE2 


TRP 


A 


741 


29.467 


1.834 


12.190 


1.00 


18.98 




543 


CE3 


TRP 


A 


741 


28.505 


3.193 


10.434 


1.00 


18.66 




544 


CZ2 


TRP 


A 


741 


29.915 


0.876 


11.266 


1.00 


18.79 


4U 


545 


CZ3 


TRP 


A 


741 


28.949 


2.240 


9.509 


1.00 


17.91 




546 


CH2 


TRP 


A 


741 


29.644 


1.098 


9.934 


1.00 


18.35 




547 


N 


MET 


A 


742 


25.391 


2.920 


12.034 


1.00 


14.55 


45 


548 


CA 


MET 


A 


742 


24.723 


2.339 


10.870 


1.00 


12.90 


549 


C 


MET 


A 


742 


23.290 


2.763 


10.699 


1.00 


12.47 




550 


0 


MET 


A 


742 


22.886 


3.153 


9.610 


1.00 


13.31 




551 


CB 


A M W ma 'T' 

MET 


A 


742 


24.785 


0.815 


10.866 


1.00 


13.16 


50 


552 


CG 


MET 


A 


742 


24.219 


0.185 


9.597 


1.00 


12.17 




553 


SD 


MET 


A 


742 


25.353 


0.336 


8.263 


1.00 


15.00 




554 


CE 


MET 


A 


742 


26.462 


-0.994 


8.639 


1.00 


13.52 


55 


555 


N 


GLY 


A 


743 


22.497 


2.656 


1 1 .748 


1.00 


12.12 




556 


CA 


GLY 


A 


743 


21.102 


3.057 


11.663 


1.00 


11.81 




557 


C 


GLY 


A 


743 


20.947 


4.558 


11.452 


1.00 


12.08 



441 



EP1 375 517 A1 



TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN 


COMPLEX 


[ WITH DH" 


r 




ATOM | 


ATOM TYPE | 


RESIDUE | 


# 1 


X 1 


Y 


Z 


OCC | 


B I 


ATOM J 


558 T 


0 J 


GLY 1 


A 1 


743 


20.022 


5.009 


10.768 I 


1.00 


11.88 I 


559 I 


N I 


LEU 1 


A 1 


744 


21 .835 


5.336 


12.070 I 


1.00 


12.77 J 


560 | 


CA I 


lIu T 


A 1 


744 1 


21.817 


6.797 


11.972 [ 


1.00 


12.22 I 


561 | 


C I 


LEU 1 


A 


744 


22.087 


7.258 


10.563 I 


1.00 


12.20 


562 I 


0 [ 


LEU 1 


A 


744 


21.424 


8.173 


10.080 T 


1.00 I 


14.22 I 


563 T 


CB I 


LEU ~T 


A 


744 


22.884 


7.418 


12.888 [ 


1.00 | 


11.70 I 


564 I 


CG I 


[iu \ 


A 


744 


22.702 


7.481 


14.399 I 


1.00 


9.95 I 


565 


CD1 | 


LEU 


A 


744 


23.967 


8.075 


14.954 I 


1.00 


9.77 J 


566 I 


002 I 


LEU 1 


A 1 


744 


21.516 


8.341 


14.799 


1.00 


9.16 I 


567 


N T 


mIt 


A 


745 


23.083 


6.651 


9.921 


1.00 


12.34 I 


568 I 


CA I 


MET 


A | 


745 


23.466 


6.991 


8.541 


1.00 


11.39 


569 


c i 


mIt 1 


A 


745 


22.462 


6.498 


7.508 


1.00 


12.29 


570 I 


0 | 


MET 


A 


745 


22.234 


7.155 


6.495 I 


1.00 I 


10.62 I 


I 571 J 


CB I 


MET 1 


A 


745 


24.839 


6.427 


8.191 


1.00 


10.75 


572 


CG 


MET 


A 


745 1 


25.961 


6.948 


9.076 I 


1.00 


8.86 I 


573 J 


SD 


MET 1 


A 


745 


27.509 


6.429 


8.487 


1.00 


11.97 


574 


CE 


MET 1 


A 1 


745 


28.579 


6.939 


9.717 ' 


1.00 


9.84 I 


1 575 


N 


VAL 


A 


746 


21 .855 


5.342 


7.793 


1.00 


12.05 J 


576 


CA 


VAL 


A 


746 


20.874 


4.733 


6.934 


1.00 


11.50 J 


1 577 


C 


VAL 


A 


746 


19.605 


5.565 


6.942 


1.00 


12.13 | 


1 578 


0 


VAL 


A 


746 


19.000 


5.792 


5.907 


1.00 


12.72 I 


579 


| CB 


1 VAL 


A 


746 


| 20.524 


3.315 


7.426 


1.00 


11.19 J 


580 


CG1 


1 VAL 


A 


746 


J 19.245 


2.852 


6.811 


1.00 


10.17 


581 


I CG2 


VAL 


A 


746 


| 21.615 


2.355 


7.095 


1.00 


9.64 J 


582 


N 


PHE 


A 


747 


I 19.227 


6.051 


8.117 


1.00 


12.64 I 


583 


CA 


PHE 


A 


747 


| 18.014 


6.857 


8.304 


1.00 


12.63 


584 


C 


PHE 


A 


747 


18.137 


8.241 


7.621 


1.00 


13.26 


I 585 




1 phI 


A 


747 


I 17.178 


8.751 


7.042 


1.00 


13.81 


586 


CB 


PHE 


A 


747 


| 17.763 


7.031 


9.800 


1.00 


11.19 


587 


| CG 


PHE 


A 


747 


I 16.411 


7.542 


10.126 


1.00 


10.00 I 


I 588 


I CD1 


J rnb 


A 
A 


« 747 


T 1*5 286 


6.780 


9.847 


1.00 


9.30 


589 


CD2 


1 phI 


A 


747 


16.253 


8.798 


10.700 


1.00 


7.79 J 


590 


1 cii 


1 phI 


A 


747 


I 14.008 


7.260 


10.136 


1.00 


8.30 


591 


CE2 


| PHE 


A 


747 


14.996 


9.293 


10.993 


1.00 


6.75 


592 


CZ 


PHE 


A 


747 


13.867 


8.524 


10.707 


1.00 


8.21 


593 


I ^ 


1 ALA 


A 


748 


I 19.298 


8.873 


7.740 


1.00 


12.46 


| 594 


] CA 


1 ALA 


A 


748 


I 19.513 


10.172 


7.119 


1.00 


12.97 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPF 


ncoiuuc 


u 
If 


v 

A 


Y 
i 


7 


OPP 


D 

D 


ATOM 
Ml VJWl 




c 


Al A 


A 
M 


74A 


iq 640 


Q Qftft 

3.300 


*\ ft^^ 


1 nn 

I .UU 


1 q 7ft 




o 

V—/ 


Al A 


A 
M 


74A 
/ *f o 


1Q PPfi 




4 AAP 


1 nn 

I .UU 


1 4 AA 


ftQ7 

Oi7/ 


PR 


Al A 
nLn 


A 
M 


74A 


pn 74 Q 
^u. / *ty 


1 n ftnft 

I u.ouo 


7 ft4ft 


1 nn 

I .UU 


1 1 ftn 
I I .ou 


RQQ 


M 
i>i 


MPT 
IVIC 1 


A 
M 


74Q 

/ n-y 


on PHQ 


ft Aft4 

O.OD*f 


ft pn4 


1 nn 

I .UU 


1 A ftA 
l *f .OH 




PA 
vn 


MPT 
IVIC 1 


A 


74Q 


^U.OO 1 


ft ^7ft 
O.Or O 


1 7ftO 


1 nn 

1 .UU 


1 A 7ft 


ftnn 


p 


MPT 


A 


74Q 




ft qon 
o.oyu 


Q 1 AO 


1 nn 

I .UU 


1 ft ftft 
i O.OO 


ftm 


n 


MPT 
IVIC 1 


A 


/ ny 


I o.ouo 


ft 7ftn 

O./OU 


1 QQfl 


1 nn 


■17 CH 
1 /.Ol 


fiOP 


PR 


MPT 
Ml 1 


A 


74 Q 

/ *+y 


P1 P41 


7 qH 


q ftn7 

o.DU/ 


1 nn 

1 .UU 


1 ft Oft 
I O.^O 


cno 

DUO 


pr; 
Ova 


MPT 
iVIC 1 


A 


74Q 

/ n-y 


P1 RPP 


ft Q4ft 
D.y*fO 


O 1 QQ 

c.. i yy 


1 nn 

1 .UU 


1 ft n 

1 O.OO 


R04 




MPT 


A 


74Q 


pn qi ^ 

^U.O I o 


ft P4ft 


1 1 Q*5 

i . i y o 


1 nn 

1 .UU 


1 ft 7Q 

i o. / y 


ftnft 

DUO 




MPT 

IVIC 1 


A 
M 


74Q 
I **y 


pn ppr 


4 ftP7 


1 mft 

I .OOO 


1 nn 

1 .UU 


1 ft ftO 


DUO 


IN 


OUT 


A 
M 


7ftn 

/ OU 


1 ft nftft 
I o.uoo 


7 ftPQ 

/ .o^y 


o.oyo 


1 nn 

I .UU 


1ft np 


fi07 

DU I 


PA 
Un 


ULI 


A 
M 


/ OU 


1 ft 74ft 
ID. / HO 


7 ftlft 
/ .D I O 


q qftA 


1 nn 

I .UU 


1ft r \A 


DUO 


p 


ri\ y 

V3LT 


A 
M 


7ftn 


1ft n*;7 


ft Q^ft 

o.yoo 


q ppft 


1 nn 

I .UU 


17 7Q 
I / . i y 


OUJ7 


n 


pL] Y 


A 
M 


7ftn 




Q 1 

y. i oo 


P PftQ 


1 nn 

I .UU 


1 q nn 
i y.uu 


D 1 U 


M 

IN 


TRP 
i nr 


A 
M 


7fti 

/ O I 


1ft qfti 
I D.OD I 


Q ftQ7 

y.oy/ 


4 1P1 


1 nn 

I .UU 


17 Qft 
I / .OD 


ft11 

D 1 1 


PA 


TRP 
i n i 


A 
r\ 


7ft1 
f O I 


1 R 77ft 
I O./ /O 


1 1 P41 


4 nai 
H.uy i 


1 nn 

I .UU 


17 QQ 

i f .yy 


ft1 P 
O I c. 


p 


TRP 


A 
M 


7ft1 
/O I 


1 ft Pftft 
I D.^DD 


11 qqc; 

1 1 .yyo 


O ftft7 


1 nn 

1 .UU 


1 ft A1 

I O.H i 


ft1*3 

D I O 


n 


TRP 

1 nr 


A 
M 


7m 

/ O I 


1 R 4Ci7 
1 0.*fO/ 


ip c;c;ft 


P 1 PA 


1 nn 

I .UU 


pn 1 1 

^U. 1 o 


R14 

O 1 *T 


PR 


TRP 

1 nr 


A 
M 


7ft1 
/ O I 


1ft mft 

I O. I UO 


ip npft 


ft Iftft 
O.ODD 


1 nn 

I .UU 


1 ft nn 

I D.UO 


fi1 ft 

O 1 O 




TRP 


A 
M 


7ft1 
/ O I 




1 q 4Rft 


ft 41 ft 


1 nn 

I .UU 


1A QQ 

iH.yy 


ft1 ft 

D 1 O 


pm 


TRP 
i nr 


A 
r\ 


7ft1 
/ O I 


1 ft pp^ 


14 ft^ft 
I H.DOD 


ft *3ft4 


1 nn 

I .UU 


1 q P7 


fi17 

D 1 1 


POP 


TRP 


A 
M 


7ft1 
I O 1 


14 1 m 

I I O I 


1 ftP1 
I o.O£ ( 


ft R1 7 
O.D I / 


1 nn 

I .UU 


1 q ftft 
I O.DO 


fi1 A 

D J O 


MP1 
INC 1 


TRP 


A 
M 


7ft1 
/ O 1 


I O.Of O 


1 7n^ 
l o./uo 


ft ft*?A 
D.DOO 


1 nn 

I .UU 


1 O 97 


D 1 s3 


PFP 


TRP 
i nr 


A 
r\ 


7ft1 
/ O I 


14 noo 
i H.uyy 


1 *^ pqn 

I O.zlOU 


ft ftQ7 

o.oy / 


1 nn 

1 .UU 


1 P Qft 


fipn 

O^U 


PP^ 


TRP 
i nr 


A 
M 


7ft1 
/ O I 


1P Qft7 

1 C. .C7U / 


1 q non 
i o.uyu 


ft 74^ 

o. / *+o 


1 nn 

l .UU 


1 A 1 A 


ftP1 


P7P 


TRP 


A 
r\ 


7m 

/ O I 


1 p on7 


1 R QPfi 
i o.y^o 


ft AQQ 

o.oyy 


1 nn 

I .UU 


1 A 7A 


fipp 


P7T 


TRP 
i nr 


A 
M 


7m 

/ O I 


11 77*^ 


n 7«n 

1 O. f ou 


ft QAP 


1 nn 

I .UU 


1A fiq 
I H.DO 


ftpl 

0£0 


PHP 


TRP 
i n i 


A 
AA 


/ O I 


11 7Cift 
II./ OD 


1 R 1 Aft 
1 O. 1 oo 


ft npn 


1 nn 

I .UU 


1 A ftp 


fiP4 


N 

IN 




A 
M 


7ft9 I 
/ o^ 


17 RfiQ 
i / .ooy 


1 1 Q71 
i i .y i I 


p ftn7 


1 nn 

I .UU 


i y. i o 


625 


CA 


ARG 


A 


752 


18 150 


12 616 


1 431 

1 .to 1 


1 on 


1Q 06 


626 


c 


ARG 


A 


752 


17.572 


12.077 


0.138 


1.00 


20.27 


627 


O 


ARG 


A 


752 


17.392 


12.815 


-0.828 


1.00 


20.66 


628 


CB 


ARG 


A 


752 


19.644 


12.380 


1.389 


1.00 


18.53 


629 


CG 


ARG 


A 


752 


20.370 


12.908 


2.567 


1.00 


18.25 


630 


CD 


ARG 


A 


752 


21 .870 


12.901 


2.317 


1.00 


17.24 


631 


NE 


ARG 


A 


752 


22.467 


11.573 


2.298 


1.00 


14.94 



70 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLE) 


< WITH DHT 


I 




ATOM 


ATOM TYPE 


RESIDUE 


# 


v 


Y 
T 


7 


occ l 

V-/ \S N-/ 


R 


ATOM | 


5 I 


632 


CZ i 


ARG 


A 

A 




99 Q7R 




3 370 ! 


1 00 


14.90 | 




633 


kll IJ 1 

NH1 


ARG 


A 

A 




99 Q9R 


11 561 


4 554 1 


1 00 


14.75 j 




634 


NH2 ! 


ARG 


A 

A 




*io.Do*f 


q flft4 


3 240 1 


1 00 


13.87 I 


10 \ 


635 


A 1 I 

N 


SER 


A 

A 


/bo 


17 OQ1 


i v. / o i 


0 083 1 


1 00 


22.00 J 




636 


CA 


SER 


A 

A 


/ 5o 


1ft QOQ 




-1 093 


1 00 


22.25 I 




637 


C 


SER 


A 

A 


75o 


■1 C /I O/l 
1 5.4o4 


I y.DOJ 


-1 9ftQ I 


1 00 


23.31 | 




638 




SER 


A 

A 


foo 


•i A Q7ft 

1 4.y / 0 




-2 409 


1 00 


23.88 j 


15 | 


639 


CB | 


SER 


A 

A 


7CO 

Too 


■1 ft 71 ft 
ID./ 1 0 


ft ^Qn 


-0 879 


1 00 


20.25 | 




640 


OG 1 


SER 


A 

A 


75o 


i 1 QQQ 


ft n°7 


-0 687 


1 00 

1 *Ww 


19.78 j 




641 


N 


PHE 


A 

A 


/54 


i ii 7ft9 

14. /b^ 


1 n ft7n 

I U.O/ U 


-0 179 


1 00 


24.76 | 


20 


642 


CA 


PHE 


A 

A 


/54 


1 0.4UD 


11 ^7S 

1 I.Oi J 


-0 1 56 

. i jy i 


1 00 


26.45 | 




643 


c 


PHE 


A 

A 


—fc A 

754 


1 O OOQ 


1 9 ft1 ft 


u.uou i 


1 00 


27.47 | 




644 


0 


PHE 


A 

A 


754 


1 O 

1 *£.54o 


io 1 nn 


-1 614 I 


1 00 


26.87 I 




645 


CB 


r^i i r— 

PHE 


A 

A 


7 54 


1 O QOC 
1 £.005 


11 94.9 


1 945 


1 00 


26.43 J 


25 


646 


CG 


i—n t r — 

PHE 


A 

A 


754 


H A A AT 
1 1 .44/ 


11 7ft^ 
II./ DO 


1 9fi4 
i .out 


1 00 


28.06 | 




647 


CD1 


PHE 


A 

A 


—7{T A 

754 


1 U.4tJ/ 


111 RR 
I I . I DO 


n R54 


1 00 


28.69 j 




648 


CD2 


PHE 


A 

A 


754 


HI 1 CM 

11 .1 o4 


1 9 ftQ^ 


9 11R 


1 00 


27.96 J 




649 


CE1 


r"\i i r** 

PHE 


A 

A 


754 


Q "i Oft 

y.i *ib 


11 7H9 


n Rft7 

U .DO / 


1 00 


29.47 




650 


CE2 


PHE 


A 

A 


754 


y.yui 


1 Q A/19 


9 1fi0 

C- . 1 \J\J 


1 00 

1 .\J\J 


28.93 | 




651 


CZ 


PHE 


A 

A 


754 


Q Q7ft 

o.o/b 


1 9 ftAQ 


1 445 


1 00 


29.47 J 


35 


652 


N 


! THR 


A 

A 


755 


H O QOO 


1 9 719 


n 1 95 


1 00 

1 .\J\J 


29.01 I 


653 


CA 


THR 


A 

A 


755 


H o 70C 


1 ft 1 9.A 
1 O. 1 


_n 1 on 


r 1 oo 


30.83 | 




654 


C 


THR 


A 


755 


14. ol/ 


1 ft ARn 
I O.^DU 


-1 559 


1 1 00 


32.57 




655 


O 


THR 


A 

A 


755 


lo.o4l 


1 ft Q^ft 
1 D.OOD 


-9 994 


1 00 


33.24 | 


AO 


I 656 


CB 


THR 


A 

A 


755 


l4.o4D 


1 079 

i o.y / £ 


n Q1R 


[ 1 00 


29.71 | 




I 657 


OG1 


THR 


A 

A 


-7r r- 

755 


■i c ceo 

1 o.bby 


1 ^ R9A 


1 1ft9 


1 00 

E 1 -WW 


28.99 I 




I 658 


CG2 


THR 


A 

A 


755 


A o ceo 
1 o.55o 


1 ft 7Qft 

i o. / yo 


9 1 R4 


1 00 

1 .WW 


29.63 | 


45 


I 659 


N 


j ASN 


A 

A 


75b 


A. C OftO 


i h .Doy 


-1 QQ1 


1 00 

I 1 .WW 


34.71 | 


I 660 


CA 


5 A r> Ik. 1 

ASN 


A 

A 


75b 


A C QOH 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 
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A 


761 


17.738 


6.242 


-4.751 


1.00 
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O 
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A 
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1.00 
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CB 


MET 


A 


761 


18.171 
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1.00 


33.77 


704 


CG 
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A 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


706 


CE 


MET 


A 


761 


18.737 


8.904 


-9.809 


1.00 


38.10 


707 


N 


LEU 


A 


762 


18.837 


5.635 


-4.319 


1.00 


26.78 


708 


CA 


LEU 


A 


762 


19.382 


5.905 


-2.992 


1.00 


24.13 


709 


c 


LEU 


A 


762 


20.458 


6.968 


-3.040 


1.00 


23.01 


710 


O 


LEU 


A 


762 


21.537 


6.726 


-3.548 


1.00 


22.65 


711 


CB 


LEU 


A 


762 


19.956 


4.637 


-2.393 


1.00 


24.05 


712 


CG 


LEU 


A 


762 


18.957 


3.502 


-2.272 


1.00 


23.69 


713 


CD1 


LEU 


A 
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19.615 
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1.00 
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A 
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1.00 
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N 
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A 
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CA 
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c 


TYR 


A 
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1.00 
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718 


0 


TYR 


A 


763 


21.910 
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-0.304 


1.00 


17.73 


719 


CB 


TYR 


A 


763 


20.250 


10.540 


-2.266 


1.00 


23.12 


720 


CG 


TYR 


A 


763 


20.946 


11.782 


-2.730 


1.00 


25.58 


721 


CD1 


TYR 


A 


763 


20.841 


12.187 


-4.052 


1.00 


26.87 


722 


CD2 


TYR 


A 


763 


21.662 


12.590 


-1.841 


1.00 


26.77 


723 


CE1 


TYR 


A 


763 


21.416 


13.373 


-4.492 


1.00 


28.03 
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CE2 


TYR 


A 


763 


22.247 


13.789 


-2.272 


1.00 


28.35 


725 


CZ 


TYR 


A 
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22.107 
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-3.604 


1.00 


28.85 


726 


OH 
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A 
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22.595 


15.379 


-4.047 


1.00 


30.59 


727 


N 
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A 
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23.128 
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1.00 


17.33 


728 


CA 
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A 
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24.152 


8.191 
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1.00 
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729 


c 


PHE 


A 


764 


24.964 


9.441 
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1.00 


17.39 


730 


o 


PHE 


A 


764 


25.379 


9.797 


0.734 


1.00 


17.28 
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CB 


PHE 


A 


764 


25.086 


7.078 


-0.956 


1.00 


15.91 
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CG 


PHE 


A 
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24.505 


5.724 


-0.807 


1.00 
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-0.496 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 
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TABLE 8 (con tinued) . i 



ATOM 
780 
781 



782 



784 



CD2 I PHE~ 
PHE 



787 



789 



791 



793 



794 
795 
796 
797 
798 
799 
800 
801 
802 
803 



804 



805 



806 



807 



808 



CE1 



CE2 
CZ 
N 
CA 



815 
816 



CB 
CG 



OD1 
ND2 



N 

CA 



CG 
~CD 

oil 
"0I2 

N 
CA 



CB 



CG 



CD1 
~CD2 



PHE 
PHE 
ASN 

"aIn 

~ASN 



770 
770 



24.025 
26.291 



1.468 
3.070 
0.979 



OCC 
-4.459 
-4.588 
-3.983 



770 26.383 



\ —\ ~ 1 3474 I -8.611 1-00 

771 21.534 j.^/h 



ATOM 
14.96 
13.39 
13.90 
13.96 



20.33 



771 I 20.363 



ASN L 


A 1 


771 I 


21.129 I 


ASN 1 


A J 


771 | 


20.524 | 




A 1 


" 771 


21 .883 


ASN 


A 1 


771 


22.574 I 


ASN 


"a 


I ttT 


f 22.289 I 


GLU 


A 


J 772 


p9.258 _l 


GLU 


A 


I 772 


| 19.056 J 


I GLU 


A 


t 772 


20.282 I 



GLU 

"glu 

GLU 

"glu 
"glu 
"glu 

TYR 
TYR 
TYR 
TYR 



.888 



22. 



TYR 



TYR 



773 
773 
773 
"773 



.254 



TYR 



TYR 



773 
"773 



I636j35>^^ 
l593j3o^ 



2.408 



-0.393 



.148 



.799 



.672 



.531 



.01 



-14. 



22.80 
23.02 



TYR I 


A 


773 | 


24.791 


~TYR J 


A 


773 


26.198 


~TYR 


A 


773 


26.047 


TYR 


A 


773~ 


27.172 


ARG 


A 


774 


23.432 


ARG 


I A 


774 


24.427 


ARG 


A 


" 774 


23.976 


~~argT~ 


A 


"~774~ 


24.791 



-14. 



-1.309 -13. 



-2.491 
-3.094 



1 



0. 



-15.1 



-8. 



1 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 

r\ \ wi VI I Tit 


Rpcini IF 


fr 


v 

A 


Y 


7 


occ 


R 


ATOM 


R17 
O I / 


PR 


ADp 


A 
M 


774 
# / H 


94 fi99 

£H.O£0 


1 4R7 

1 .HO/ 


-R 4Q4 

O.H57H 


1 nn 


99 9^ 


R1R 
O 1 o 




nnVJ 


A 
M 


774 

/ / H 


9fi 09fi 


1 QC>9 


-R 7^ft 
O. / OO 


1 nn 


99 ftfl 


R1 Q 


rn 


ARfS 


A 
M 


774 

/ /H 


9fi n79 
£O.U r O 


^ nftft 

O.UDD 


-Q 7ftfi 


1 nn 
I .uu 


0*X Q9 


fl?n 


NP 

IN C 




A 
M 


774 


9fi 04ft 
tO.UHO 


4 ^ft^ 
H.OOO 


-Q 1 4ft 
-57. I HO 


1 nn 
I .uu 


OA fiQ 


R91 


P7 


ADC 
MnO 


A 
M 


774 


9R Qfi1 


ft 09ft 


-y.ODD 


1 nn 
\ .uu 


Oft Q7 


R99 


MH1 
i n n i 


MnO 


A 
M 


T7A 
/ I H 


97 QR9 


ft 111 


-1 n 1 71 
• 1 u. 1 / 1 


1 nn 
1 .uu 


oft m 

c.O. U I 


R99 


MM9 


MnO 


A 
M 


774 
/ / H 


9ft R97 


ft ftOQ 


-ft 7ftO 
O. / 00 


1 nn 
I .uu 


9ft 7n 


R94 

O^H 


M 

IN 


MFT 


A 
M 


77 c 


99 ftftQ 


-U.ODh 


7 ft1 9 

-/ .0 I c. 


1 nn 
I .uu 


91 QO 


R9ft 


PA 


MFT 


A 
M 


77 C 
/ / O 


99 1^fi 
I OD 


-1 RR1 
- I .OO I 


-ft 4^Q 


1 nn 

1 .uu 


9^ ftft 


ft9R 
O^O 


P 


MFT 

IVICI 


A 
M 


77ft 
f ZD 


99 R^n 


-0. 1 OO 


_ft ftftft 
-0.000 


1 nn 
J .uu 


Oft qfl 

£0.00 


R97 




MFT 

IVIlZ 1 


A 
M 


77 C 


99 RQ7 


_q qoo 


-ft 7^*3 
-O./ OO 


1 nn 

i .uu 


9ft 7ft 


ft 9ft 


PR 


MFT 

IVI C 1 


A 
r\ 


/ / 0 


on ft1 4 


-1 ftR9 


-ft ^Rn 

-o.oou 


1 nn 

I .uu 


9^ 49 


ft9Q 




MFT 


A 
rt 


-7-7 c 
/ / 0 


9n 1 91 


_n 041 


-ft Qftft 


1 nn 
I .uu 


9^ 4ft 
tO.HO 


oou 


ou 


MFT 

IVIt- I 


A 
r\ 


77 c 
/ / O 


1 ft 

I 0.000 


_n 1QQ 


-ft Rftft 
-0.000 


1 nn 

1 .uu 


9fi ftn 


R91 


PF 


MFT 

IVIC 1 


A 
M 


77c 

I/O 


17 Q0Q 


1 nflfi 

I .UOO 


-7 nft4 


1 nn 

I .uu 


97 9fi 


R99 


M 

IN 


nio 


A 
M 


77c 
f/O 


99 RH7 


-o.oyo 


-7 Q1 9 


1 nn 

I -UU 


97 qQ 

c. / .oy 


R99 


PA 


n i o 


A 
r\ 


77fi 
/ / O 


99 RQ1 


-4 Qft4 


0 oeo 
*OxOc 


1 nn 
I .uu 


9ft 41 

C.O.'r I 


R94 

OOH 


P 


n i o 


A 
M 


77fi 
/ / O 


94 40*^ 
tf .4vO 


.ft nftft 


-R 17R 
-0. I / 0 


1 nn 

I .uu 


9Q ftft 
^y .00 


OOO 


n 


Hie; 
nio 


A 
r\ 


77fi 
/ / O 


94 Q9^ 


-ft ftftft 


-7 41 4 
-/ .H I H 


1 nn 

1 .uu 


on 19 
OU. I c. 


R9fi 
oou 


PR 


nio 


A 
r\ 


77ft 


99 41 R 
tt.H l O 


.ft ^no 


-Q ftft4 
-J3.00H 


1 nn 
I .uu 


9Q m 
^y.u i 


ft 97 


ova 


Hie; 
nio 


A 
M 


77ft 
I/O 


99 fi^Q 


-ft 7^ft 
-0. / OO 


-in nft7 

- I U.UD/ 


1 nn 

I .UU 


*^n ft7 
ou.o/ 


R9R 
ooo 


IN L/ I 


nio 


A 
M 


77ft 
I/O 


00 704 

^O. / OH 


-7 1 ftfl 
-/ . I OO 


-1 n 7^q 
- 1 u. / oy 


1 nn 

I .uu 


^n fti 

OU.O I 


R9Q 

OOC7 




nio 


A 


77ft 
/ / O 


91 R77 
t 1 .0 / / 


-7 R4^ 
~ / .OHO 


-Q RR4 
-J7.00H 


1 nn 

1 .uu 


^n 7^ 

OU. f 0 


R4n 

OHU 


PF1 


nio 


A 


77ft 


00 eoc 


-R 47 ft 

"O.H / O 


-1 n q^9 


1 nn 

t .uu 


9Q R7 


R41 


NF9 


nio 


A 
r\ 


77ft 
/ / 0 


99 R^l 

C-C..OO 1 


-ft Qn7 


-in 411 

I U.H I I 


1 nn 

1 .uu 


9Q ftT 


R49 


M 

IN 


1 Y^ 

LI O 


A 

M I 


777 
/ / / 


OK 1fJQ 


-4 9ft T 
H.^OO 


-R QRQ 


1 nn 

I .uu 


^1 n 
0 1 . 1 0 


R49 

OHO 


PA 


1 Y^ 

1_T O 


A 
r\ 


777 
/ / / 


9ft R70 


-4 9Qn 


-R QRn 


1 nn 

1 .uu 


*39 7^ 
0^. / 0 


R44 

OHH 


p 


LI O 


A 
M 


777 
1 / / 


97 0^9 


O.OOO 


-7 fiftn 


1 nn 

I .uu 


°,4 n7 

OH.U / 


R4ft 

OHO 




1 Y<5 

L-I O 


A 
r\ 


1 / / 


97 ^ft9 


-9 47R 


-7 fill 


1 nn 

l .uu 


9ft 49, 

OO.HO 


R4fi 


CB 


1 Y^ 


A 


777 
11/ 


97 1^0 


O.HO 1 


-10 161 


1 on 


91 9Q 


847 


CG 


LYS 


A 


777 


26 678 


-3 948 


-11 525 


1 00 


30 55 


848 


CD 


LYS 


A 


777 


27.443 


-5.163 


-12.003 


1.00 


29.83 


849 


CE 


LYS 


A 


777 


28.928 


-4.856 


-12.116 


1.00 


30.35 


850 


NZ 


LYS 


A 


777 


29.631 


-5.860 


-12.983 


1.00 


30.53 


851 


N 


SER 


A 


778 


26.995 


-4.437 


-6.596 


1.00 


33.74 


852 


CA 


SER 


A 


778 


27.387 


-4.013 


-5.250 


1.00 


33.75 


853 


C 


SER 


A 


778 


27.065 


-5.204 


-4.366 


1.00 


32.95 
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10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



854 



855 



856 



857 



858 



859 



860 



861 



862 



863 



864 



865 



866 



867 



868 



869 



870 



871 



872 



873 



874 



875 



876 



877 



878 



879 



880 



881 



882 



883 



884 



885 



886 



887 



888 



889 



890 



TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM ATOM TYPE RESIDUE # 



Y 



CB 



OG 



N 



CA 



CB 



CG 



CD 



NE 



CZ 



NH1 



NH2 



N 



CA 



CB 



CG 



SD 



CE 



N 



CA 



O 



CB 



CG 



CD1 



CD2 



CE1 



CE2 



CZ 
OH 



N 



CA 



SER 



778 27.447 



SER 



778 26.593 



SER 



778 25.254 



ARG 



779 26.344 



ARG 



779 25.926 



ARG 



779 25.128 



ARG 



779 25.027 



ARG 



779 27.161 



ARG 



779 28.065 



ARG 



779 29.338 



ARG 



779 30.284 



ARG 



779 31.583 



ARG 



779 32.091 



ARG 



779 32.398 



MET 



780 24.521 



MET 



780 23.721 



MET 



780 22.262 



MET 



780 21.542 



MET 



780 24.295 



MET 



780 25.194 



MET 



780 25.835 



MET 



780 24.525 



TYR 



781 I 21.831 



TYR 



781 20.433 



TYR 



781 19.701 



TYR 



781 19.984 



TYR 



781 20.229 



TYR 



781 I 18.896 



TYR 



781 18.847 



TYR 



781 17.686 



TYR 



781 17.624 



TYR 



781 16.471 



TYR 



781 16.446 



TYR 



781 15.238 



SER 



SER 



A 
A 



782 18.730 



782 17.935 



SER 



782 18.027 



-5.260 



-2.789 



-3.122 



-6.149 



-7.386 



-7.063 



-7.880 



-8.256 



-8.415 



-9.182 



-9.129 



-9.401 



-9.753 



-9.234 



•5.875 



-5.381 



-5.165 



-4.505 



-4.068 



-4.191 



-2.592 



•1 .995 



-5.638 



-5.498 



-6.393 



-7.589 



-5.985 



-5.604 



-4.861 



-5.984 



-4.510 



-5.643 



-4.904 



-4.572 



•5.821 



-6.500 



-5.483 



OCC 



-3.194 



-4.769 



-4.452 



-4.974 



•4.347 



-3.084 



-2.163 



-4.071 



-5.299 



-4.997 



-6.117 



-6.014 



-4.846 



-7.050 



•3.097 



-1 .990 



-2.331 



-1 .566 



1 .473 



-0.277 



0.168 



1.114 



-3.497 



•3.897 



-2.929 



-2.856 



-5.338 



-5.964 



-7.140 



•5.382 



-7.718 



-5.955 



-7.115 



-7.668 



-2.235 



-1.198 



-0.070 



B 



ATOM 



1.00 



31.80 



1.00 



1.00 



33.69 
33.41 



1.00 



32.09 



1.00 



31.15 



1.00 



30.75 



1.00 



31.03 



1.00 



30.74 



1.00 



28.19 



1.00 



26.90 



1.00 



26.55 



1.00 



26.64 



1.00 



27.87 



1.00 



26.64 



1.00 



29.82 



1.00 



29.36 



1.00 



29.21 



1.00 



29.43 



1.00 



30.17 



1.00 



1.00 



30.12 
31.24 



1.00 



31.13 



1.00 



28.58 



1.00 



28.82 



1.00 



30.06 



1.00 



32.08 



1.00 



27.73 



1.00 



26.05 



1.00 



25.95 



1.00 



25.08 



1.00 



25.58 



1.00 



24.57 



1.00 



24.77 



1.00 



24.60 



1.00 



30.74 



1.00 



31.41 



1.00 



30.50 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPF 

Ml \J\v\ 1 irC 


RPQini icr 


u 
It 


A 


Y 

T 


7 


ppp 


D 


ATOM 
Ml VjlVI 


RQ1 

Oi7 1 




CCD 

OCn 


A 
M 


7ft 9 


17 C\AA 


-A ft 07 
n.OU / 


n 9in 


1 nn 
I .uu 


in n 
ou.oi 


ftQ9 


PR 


ocri 


A 
M 


7fi9 


1ft ^1 
1 O.OO 1 


-7 ft^ft 
/ .OOO 


n 79R 
-U. f C.O 


1 nn 

I .uu 


19 ft9 


ftQI 
oa o 


OP 


CCD 

Otn 


A 

M 


tod. 


1 7 7ftR 
I / . / OO 


-ft AQft 


n inft 

U.oUO 


1 nn 

1 -UU 


1R Q1 

oo.y i 


ftQA 


M 

IN 


PI M 
OLIN 


A 

M 


too 


1 Q 9A9 


c oftv 


n ARQ 

u.*+oy 


1 nn 
I .uu 


90 1A 


ftQR 

oyo 


PA 
L*M 


PI M 
OLIN 


A 

M 


7ft 1 

too 


1 Q ARR 

i y.Hoo 


-A 11 A 


1 R99 


1 nn 
1 .uu 


9ft m 


one 

oyo 


L* 


oLIN 


A 
A 


7Q1 

too 


1 o nso 
i y.uoy 


9 QCQ 


n qqc 
u.yoO 


1 nn 
1 .UU 


OC OC 


QQ7 


r\ 
\J 


OLfN 


A 
A 


7ft 1 

too 


1 ft 1A9 
I 0.O*tt 


9 911 


1 RAA 
1 .04** 


1 nn 
1 .UU 


oc no 

clO.UO 


ftQft 

oyo 


PR 


PI M 
OLIN 


A 

M 


7ft1 

too 


on onn 
^u.yuu 


a ino 


9 n9n 


1 nn 
i .UU 


oft Rn 


ftQQ 

oyy 


pp 


PI M 


A 

A 


7ft 1 

too 


91 197 


R R19 
-O.Oo^: 


9 ftHR 
ci.OUO 


1 nn 
i .UU 


OO CO 


onn 
yuu 


pn 


PI M 
OLIN 


A 

A 


7ft 1 

too 


91 7QO 

^ i ,/yu 


A ftQA 

-o.oo*t 


1 onn 
i .yuu 


1 nn 
I .uu 


19 m 


oil I 




PI M 
OLIN 


A 
A 


7fl1 

too 


91 Aftfi 

^ I .'too 


R ft91 

-o.o^ I 


n 71A 

U. / I *f 


1 nn 
I .uu 


11 9A 


yuc 


IN t<£ 


PI M 


A 

A 


7ft 1 
/OO 


99 RA7 


7 Rft7 
-/ .00/ 


9 A9.A 


1 nn 
I .uu 


19 1 ft 
1 0 


yuo 


M 
IN 


PVQ 


A 
A 


7ftA 


1 Q Rift 

i y .Doo 


9 £Qft 

-^.oyo 


n 9Qn 
-u.^yu 


1 nn 
I .uu 


9R AO 


QOA 
yut 


PA 


PVQ 


A 
A 


7ftA 


1 Q 91 9 

i y.£ i c. 


1 A1Q 

- 1 .*foy 


_n QRC 

-u.yoo 


1 nn 
I .uu 


9A AR 


QnR 

yuo 


L* 


PVQ 


A 
A 


7ftA 

/ o*t 


17 ftQft 

i / .oyo 


1 9on 
- 1 .^yu 


1 1 Aft 


1 nn 
I .uu 


9R m 

/lO.UO 


QnC 

yuo 


U 


PVQ 


A 
A 


7ftA 


17 1 
1 / . 1 OO 


n 1 fti 

-U. I OO 


1 nAA 


1 nn 
I .uu 


9R C7 
clO.O/ 


Qn7 

yu/ 


PR 


PVQ 


A 
M 


7QA 


1 Q QR1 

i y.yo i 


1 Q1 9 


9 9QA 


1 nn 
I .uu 


99 ft9 
<L£.0<L 


Qnft 

yuo 




PVQ 


A 
M 


7ftA 
/ O** 


91 7/lft 


C\ QftQ 

-u.yoy 


9 1 9n 


1 nn 
I .uu 


1 ft 9A 


yuy 


M 
IN 


\/AI 


A 
M 


7ft R 
f OO 


1 7 nno. 

I / .UUo 


9 AHA 
-^.'l-UO 


1 iftn 
-1 .oou 


1 nn 
I .uu 


9R 9R 


qi n 
y i u 




VML 


A 
M 


7ft R 
/ 00 


1 R CQQ 

I O.OoO 


9 QOQ 


1 RA7 


1 nn 
l .uu 


9R n9 


y 1 1 


L* 


\/AI 
VML 


A 
M 


7ft R 
/ OO 


1 'f.OO*!' 


1 Q7Q 

- 1 ,y /y 


n 9R7 


1 nn 
l .uu 


91 Q1 

^o.y i 


Q1 9 

y i c. 


LJ 


\/AI 
VML 


A 
M 


7ft R 
/OO 


1 Q Aft1 
I 0.00 I 


-1 9RQ 

- 1 .^oy 


_n 9cn 
-u.^ou 


1 nn 
I .uu 


9A 1 Q 

i y 


Q1 1 

y i o 


PR 


VAI 
VML 


A 

M 


7ftR 
/ OO 


14 Qft7 


1 ft9ft 


1 QftQ 

- 1 .yuo 


1 nn 
l .uu 


9R QA 


01 A 

y i *f 


ppi 

I 


\/AI 
VML 


A 

M 


7ft R 
/ OO 


1 1 AR7 
1 o.HDt 


1 QH1 


1 71 n 

-l . / I u 


1 nn 
1 .uu 


9fi 91 


Q1 R 

y i o 


PP9 


VML 


A 

M 


7flR 
/ OO 


1 R 

i o.o*fy 


-A 1 OR 

i yo 


-1 9.9A 


1 nn 
I .uu 


9ft 11 


Q1 ft 

y i o 


M 
IN 


ARP 


A 
M 


7ftft 
/ OO 


1 R AH9 
I O.Hut 


9 ARR 


n ftRi 
u.ooo 


1 nn 
I .uu 


9R n9 


Q1 7 

y i / 


PA 


ARP 
Mno 


A 
M 


7ftft 
/ OO 


1 A ftRR 
I H .OOO 


_9 1 Rft 
-t. I OO 


9 1 fiR 
I OO 


1 nn 
I .uu 


9R 1Q 


Q1ft 

y i o 


L> 


ARP 


A 
M 


7ftft 
/ OO 


1 r nfti 

1 O.UOO 


-A R7Q 

-u.o / y 


9 R9n 


1 nn 
I .uu 


9A 71 


Q1 Q 

y i y 


r\ 
\J 


ARP 


A 
M 


7ftfi 
/ OO 


1 a 1 ftn 

I *r . I OU 


-u.uu I 


i mn 
o.uou 


1 nn 
I .uu 


9R R9 


Q9n 
y^u 


PR 


ARP 

nnO 


A 


7ftft 
/ OO 


1 R Afift 
I O.fOO 


-1 1 1 A 


1 1 Qft 

o. i yo 


1 nn 
I .uu 


9ft 1 R 


921 


CG 


ARG 


A 


786 


15 392 


-4 591 


2 748 


1 00 


28 30 


922 


CD 


ARG 


A 


786 


15.314 


-5.583 


3.900 


1.00 


29.76 


923 


NE 


ARG 


A 


786 


14.269 


-5.206 


4.851 


1.00 


32.39 


924 


CZ 


ARG 


A 


786 


14.292 


-5.475 


6.157 


1.00 


32.41 


925 


NH1 


ARG 


A 


786 


15.301 


-6.153 


6.701 


1.00 


32.09 


926 


NH2 


ARG 


A 


786 


13.326 


-5.001 


6.932 


1.00 


33.31 


927 


N 


MET 


A 


787 


16.246 


-0.146 


2.160 


1.00 


23.53 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 

928 

929 

930 

931 

932 

933 

934 

935 

936 

937 

938 

939 

940 

941 

942 

943 

944 

945 

946 

947 

948 

949 
950 
951 
952 
953 
954 
955 
956 
957 
958 
959 
960 
961 
962 
963 
964 



ATOM TYPE 
CA 



CB 
CG 
SD 
CE 
N 

CA 



CB 
CG 
CD 
NE 
CZ 
NH1 
NH2 
N 

CA 



CB 
CG 
ND1 
CD2 
CE1 
NE2 

N 

CA 



CB 
CG 
CD1 
CD2 



N 



RESIDUE 
MET 
MET 
MET 
MET 
MET 
MET 
MET 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
HIS 
HIS 
HIS 
HIS 
HIS 
HIS 
HIS 
HIS 
HIS 
HIS 
LEU 
LEU 
LEU 
LEU 
LEU 
LEU 
LEU 
LEU 
SER 



# 



787 

787 

787 

787 

787 

787 

787 

788 

788 

788 

788 

788 

788 

788 

788 

788 

788 

788 

789 

789 

789 

789 

789 

789 

789 

789 

789 

789 

790 

790 

790 

790 

790 

790 

790 

790 

791 



16.548 
15.736 
15.387 
18.018 
18.883 
20.578 
21 .285 
15.521 
14.738 
13.312 
12.596 
14.833 
14.166 
14.217 
1 3.426 
13.899 
15.182 
1 3.079 
12.920 
1 1 .587 
1 1 .369 
10.275 
11.377 
9.970 
9.538 
8.890 
8.249 
7.831 
12.413 
12.433 
12.218 
11.359 
13.811 
14.039 
1 5.444 
13.047 
13.040 



1.252 
2.173 
3.281 
1.528 
0.925 
0.861 
1.969 
1.752 
2.499 
2.475 
3.473 
1.790 
2.474 
1.541 
1.996 
2.177 
1.960 
2.567 
1.339 
1.173 
2.133 
2.671 
-0.287 
-0.609 
-0.567 
-0.944 
-0.856 
-1.087 
2.318 
3.234 
4.654 
5.380 
3.216 
3.400 
3.930 
4.324 
5.056 



OCC 
2.463 
1.588 
1.997 
2.261 
3.314 
2.788 
3.729 
0.348 
-0.625 
-0.090 
-0.146 
-1 .980 
-3.174 
-4.395 
-5.540 
-6.783 
-7.081 
-7.754 
0.483 
1.052 
2.231 
2.394 
1.479 
1.879 
3.188 
1.137 
3.235 
2.001 
3.048 
4.218 
3.720 
4.216 
4.887 
6.383 
6.570 
7.014 
2.757 



B 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



ATOM 

22.11 

23.39 

24.11 

20.46 

17.04 

20.46 

20.07 

24.89 

26.29 

26.13 

26.50 

28.55 

32.52 

35.44 

39.11 

41.32 

41.94 

41.48 

26.36 

26.76 

26.08 

25.72 

29.07 

30.42 

32.05 

31.35 

32.56 

32.55 

25.92 

25.41 

25.47 

25.06 

23.94 

23.32 

22.41 

23.17 

25.60 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 
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A 
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997 


CE2 


PHE 


A 


794 


1 3.570 


8.593 


5.787 


1.00 


18.95 


998 


CZ 


PHE 


A 


794 


13.374 


8.777 


7.118 


1.00 


19.37 


999 


N 


GLY 


A 


795 


7.688 


9.270 


2.585 


1.00 


23.81 


1000 


CA 


GLY 


A 


795 


6.676 


9.750 


1.662 


1.00 


25.46 


1001 


C 


GLY 


A 


795 


5.309 


9.232 
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1.00 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


1002 


O 


GLY 


A 


795 


4.414 


10.002 


2.345 


1.00 


27.46 


1003 


N 


TRP 


A 


796 


5.181 


7.912 


2.081 


1.00 


27.45 


1004 


CA 


TRP 


A 


796 


3.931 


7.239 


2.428 


1.00 


28.24 


1005 


C 


TRP 


A 


796 


3.345 


7.826 


3.706 


1.00 


29.13 


1006 


O 


TRP 


A 


796 


2.132 


8.026 


3.801 


1.00 


29.87 


1007 


CB 


TRP 


A 


796 


4.135 


5.697 


2.542 


1.00 


27.71 


1008 


CG 


TRP 


A 


796 


4.478 


4.998 


1.187 


1.00 


27.50 


1009 


CD1 


TRP 


A 


796 


4.177 


5.460 


-0.079 


1.00 


27.17 


1010 


CD2 


TRP 


A 


796 


5.208 


3.763 


0.985 


1.00 


26.97 


1011 


NE1 


TRP 


A 


796 


4.676 


4.601 


-1 .035 


1.00 


27.59 


1012 


CE2 


TRP 


A 


796 


5.312 


3.556 


-0.417 


1.00 


26.72 


1013 


CE3 


TRP 


A 


796 


5.777 


2.816 


1.845 


1.00 


25.52 


1014 


CZ2 


TRP 


A 


796 


5.967 


2.448 


-0.970 


1.00 


25.70 


1015 


CZ3 


TRP 


A 


796 


6.427 


1.714 


1.290 


1.00 


25.51 


1016 


CH2 


TRP 


A 


796 


6.514 


1.543 


-0.106 


1.00 


25.42 


1017 


N 


LEU 


A 


797 


4.223 


8.212 


4.632 


1.00 


29.96 


1018 


CA 


LEU 


A 


797 


3.816 


8.768 


5.923 


1.00 


29.80 


1019 


C 


LEU 


A 


797 


3.864 


10.260 


5.991 


1.00 


30.39 


1020 


O 


LEU 


A 


797 


3.447 


10.827 


6.983 


1.00 


32.25 


1021 


CB 


LEU 


A 


797 


4.692 


8.223 


7.061 


1.00 


28.43 


1022 


CG 


LEU 


A 


797 


4.552 


6.736 


7.383 


1.00 


27.68 


1023 


CD1 


LEU 


A 


797 


5.709 


6.269 


8.228 


1.00 


27.20 


1024 


CD2 


LEU 


A 


797 


3.216 


6.470 


8.058 


1.00 


26.62 


1025 


N 


GLN 


A 


798 


4.415 


10.908 


4.978 


1.00 


31.03 


1026 


CA 


GLN 


A 


798 


4.518 


12.360 


5.005 


1.00 


30.93 


1027 


C 


GLN 


A 


798 


5.267 


12.764 


6.294 


1.00 


30.02 


1028 


O 


GLN 


A 


798 


4.716 


13.460 


7.147 


1.00 


30.51 


1029 


CB 


GLN 


A 


798 


3.117 


13.030 


4.964 


1.00 


31.58 


1030 


CG 


GLN 


A 


798 


2.253 


12.757 


3.701 


1.00 


32.86 
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CD 


GLN 


A 
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0.944 


13.580 


3.633 


1.00 


32.89 
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GLN 


A 
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0.342 


13.933 
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1.00 


33.16 
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A 
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13.892 


2.421 


1.00 
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1034 


N 
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A 
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1.00 


28.60 
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CA 
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A 
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A 
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1.00 


28.59 
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A 
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8.181 
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1.00 


29.81 
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CB 
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A 
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11.747 


7.829 


1.00 


26.34 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 
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GLU 


A 

rA 


80? 


Q 7Q7 

57. / 57 / 


14 558 


1? 1Q6 

1 O. 1 57U 


1 00 
1 .uu 


?1 64 


1067 


c 

V-/ 


GLU 


A 

rA 


80? 
uuo 


11 067 

1 1 iOU 1 


1? 784 

1 O. / U*t 


1? Q?? 


1 00 

1 .uu 


?1 04 

t 1 .U*T 


1068 


o 


GLU 


A 

rA 


803 


11 537 


13 042 


13 777 
i \j - lit 


1 00 

1 .uu 


?n 8Q 

tU.057 


1069 


CB 


GLU 


A 


803 

\f X** 


8 632 


13 897 


12.459 


1 00 


20 29 


1070 


CG 


GLU 


A 


803 


7.277 


14.434 


12.848 


1.00 


18.44 


1071 


CD 


GLU 


A 


803 


6.147 


13.786 


12.119 


1.00 


17.84 


1072 


0E1 


GLU 


A 


803 


6.308 


13.392 


10.958 


1.00 


18.19 


1073 


0E2 


GLU 


A 


803 


5.065 


13.680 


12.704 


1.00 


19.88 


1074 


N 


PHE 


A 


804 


11.612 


14.001 


11.722 


1.00 


19.87 


1075 


CA 


PHE 


A 


804 


12.863 


13.418 


11.254 


1.00 


19.24 



75 
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TABLE 8 (continued) 

THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


D 


ATUM 


1076 


C 


PHE 


A 


804 


14.034 


13.802 


■4 O H "c~7 

12.1 57 


a r\r\ 

1 .00 


OA O A 


1077 


O 


PHE 


A 


804 


14.807 


12.939 


12.564 


1 .00 


oh on 


1078 


CB 


PHE 


A 


804 


13.144 


13.867 


9.822 


1 .00 


17.23 


1079 


CG 


PHE 


A 


804 


14.557 


13.645 


9.384 


4 OO 

1 .00 


14.85 


1080 


CD1 


PHE 


A 


804 


15.012 


12.380 


9.095 


1 .00 


1 3.76 


1081 


CD2 


PHE 


A 


804 


15.440 


14.706 


o o o ^ 

9.301 


1 .00 


1 3.69 


1082 


CE1 


PHE 


A 


804 


16.335 


12.160 


8.729 


4 oo 

1 .00 


1 3.79 


1083 


CE2 


PHE 


A 


804 


1 6.765 


14.496 


8.936 


1 .00 


•i O OO 

1 3.3b 


1084 


CZ 


PHE 


A 


804 


17.214 


13.217 


8.647 


1 .00 


4 O O Vl 

i2.o4 


1085 


N 


LEU 


A 


805 


14.187 


15.086 


12.463 


1 .00 


OA OA 

20.30 


1086 


CA 


LEU 


A 


805 


15.271 


15.503 


13.339 


1 .00 


OA A A 

20.09 


1087 


C 


LEU 


A 


805 


15.172 


14.767 


14.651 


4 oo 

1 .00 


A A OO 

1 9.83 


1088 


O 


LEU 


A 


805 


16.142 


14.205 


15.106 


1 .00 


OA t~J 


1089 


CB 


LEU 


A 


805 


1 5.250 


17.008 


1 3.582 


1 .00 


A CO 

19.58 


1090 


CG 


LEU 


A 


805 


15.552 


17.834 


1 2.330 


1 .00 


20.47 


1091 


CD1 


LEU 


A 


805 


1 5.704 


19.281 


12.707 


1 .00 


19.84 


1092 


CD2 


LEU 


A 


805 


16.816 


17.343 


1 1 .670 


1 .00 


A f\ A A 

19.41 




1093 


— — — — 
N 


CYS 


A 


806 


13.980 


14.719 


15.223 


1 .00 


20.17 


1094 


CA 


CYS 


A 


806 


13.765 


14.026 


1 6.494 


1 .00 


21.27 


1095 


C 


CYS 


A 


806 


13.938 


12.515 


16.378 


1 .00 


20.36 


1096 


O 


CYS 


A 


806 


14.575 


11.904 


17.241 


1.00 


20.30 


1097 


CB 


CYS 


A 


806 


12.372 


14.332 


1 7.078 


1.00 


22.13 


1098 


SG 


CYS 


A 


806 


12.142 


16.017 


17.706 


4 oo 

1 .00 


27.50 


1099 


N 


MET 


A 


807 


13.348 


11.903 


1 5.350 


1 .00 


19.67 


1100 


CA 


MET 


A 


807 


13.491 


10.458 


15.160 


1.00 


-4 O 4 O 

1 8.10 


1101 


C 


MET 


A 


807 


14.947 


10.062 


J 4 y* ■■■■ /"^ 

14.979 


1.00 


17.75 


1102 


O 


MET 


A 


807 


15.371 


9.038 


15.490 


1.00 


•4 n /i -4 

1 8.41 


1103 


CB 


MET 


A 


807 


12.668 


9.944 


13.989 


1 .00 


H T OC 

17.25 


1104 


CG 


MET 


A 


807 


11.195 


9.877 


14.279 


1.00 


1 6.70 


1105 


SD 


MET 


A 


807 


10.377 


9.142 


12.911 


A OO 

1 .00 


■4 A A O 

1 9.42 


1106 


CE 


MET 


A 


807 


10.144 


10.560 


11.908 


1.00 


16.21 


1107 


N 


LYS 


A 


808 


15.712 


10.871 


14.257 


1.00 


17.31 


1108 


CA 


LYS 


A 


808 


17.116 


10.592 


14.054 


1.00 


16.27 


1109 


C 


LYS 


A 


808 


17.857 


10.726 


15.376 


1.00 


16.89 


1110 


O 


LYS 


A 


808 


18731 


9.908 


15.677 


1.00 


16.07 


1111 


CB 


LYS 


A 


808 


17.729 


11.514 


12.994 


1.00 


15.01 


1112 


CG 


LYS 


A 


808 


19.171 


11.154 


12733 


1.00 


14.63 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPF 

f \ i v_y ivi i i n t 


RFQIHI IF 


u 
n 


v 

A 


Y 


7 


ppp 
ooo 


D 


ATOM 
Ml WlVl 


111 *3 




1 Y*^ 

LT O 


A 
M 


ftnft 

QUO 


1Q ft7Q 
i y.o / y 


11 ftftQ 

1 1 .ooy 


11 *371 
1 1 .0/ 1 


1 nn 

1 .uu 


1 ft A9 


1114 


PF 


1 

LT O 


A 
M 


ftnft 
ouo 


1Q 499 


1 *3 nft*3 

I O.UOO 


11 noo 
1 1 .uy<z 


1 nn 
I .uu 


1 ft ftA 
1 O.O** 


111ft 

1 1 1 o 


N7 


LTD 


A 
M 


ftnft 
ouo 


on 9*39 

C\J .COC 


1*3 Q4n 

i o.y**u 


1 1 Q9ft 

1 1 .y*io 


1 nn 
1 .uu 


14 1ft 
I **. I O 


1 1 1fi 

MID 


N 

IN 


Al A 
MLM 


A 
M 


ftno. 
ouy 


17 ft99 


11 7A7 


1 ft 1 ftft 
1 0. 1 oo 


1 nn 
1 .uu 


1 ft ft*3 
I O.OO 


1117 
ill/ 


PA 

OM 


Al A 

MLH 


A 
M 


ftnQ 
ouy 


1ft 17ft 
1 O. I/O 


11 001 

1 1 .yoi 


17 Aft1 

1 / .**o 1 


1 nn 
1 .uu 


1 7 ftft 
I / .OO 


111ft 
I 1 I O 


p 
O 


Al A 


A 
M 


ouy 


17 QftQ 

1 / .yoy 


m ftoi 
i u.oy l 


1 ft O.AQ. 

i o.o*+o 


1 nn 
l .UU 


1 q no 
i y.uo 


111 Q 
I I I y 


p, 

O 


Al A 
MLM 


A 
M 


Rno 
ouy 


1 ft Q*39 


m onv 

I \j.C\jl 


1 ft QQR 

l o.yyo 


1 nn 

1 .UU 


on ftn 

czU.OU 


1 1 90 
1 1 CXI 


PR 


Al A 
MLM 


A 
M 


ouy 


17 fi9ft 


1 *3 1 *3Q 

I o. i oy 


1 ft 1 ftft 

I O. I oo 


1 nn 
1 .uu 


1 ft Q1 

l o.y l 


1191 

I I C I 


M 

IN 


1 Fl 1 


A 
M 


fli n 

0 I u 


1 ft 7ftfi 
I O. /OO 


1 n 1 aa 
I u. i o*+ 


1 ft *3Q9 


1 nn 
1 .uu 


1 Q Oft 

i y.oo 


1 1 99 

1 1 CC 


PA 


1 Fl 1 

Lull 


A 


fti n 

0 I u 


1 ft AftQ 
i o.**oy 


q mi 
y.u i i 


1 Q 1 ftft 

i y. i oo 


1 nn 
I .uu 


1 ft QQ 

i o.yy 


119Q 
1 1 CO 


P 
O 


1 Fl 1 


A 
M 


fti n 

O I u 


17 11ft 
I / . I I o 


7 71 ft 
/ . / I o 


1 ft 799 
I O. / cc. 


1 nn 
1 .uu 


1 ft ftft 
I o.oo 


1194 

1 1 CH 


n 

w 


1 Fl 1 
LuU 


A 
M 


fti n 

O I u 


1 7 91 *3 


ft 7ftn 
o. / ou 


1 q ftno 
i y .ouy 


1 nn 
I .uu 


9n 7ft 

c\j. f o 


11 9ft 
I 1 CO 


PR 


1 Fl 1 


A 
M 


fti n 

0 I u 


1 4 Qftft 

i **.yoo 


ft ftn 

O.O I I 


1 Q 9ft*3 


1 nn 
I .uu 


1 q no 
i y.uy 


119fi 
1 1 C\J 


OO 


1 FN 

LCU 


A 
M 


fti n 

0 I u 


14 4nft 

I *+.** uo 


q n9n 


9n fifti 

cU.DD I 


1 nn 
I .uu 


9n 9n 


1197 


pni 

OLv 1 


1 Fl 1 

LCU 


A 
M 


fti n 

0 I u 


1 9 QftA 

i t.yo** 


ft ftnft 
o.ouo 


on cq/ 
*cu.oy*+ 


1 nn 

1 .uu 


91 9Q 
c. I .cja 


119ft 


pn9 


1 Fl 1 
LCU 


A 
M 


fti n 

O I u 


1 ft 1 7ft 

I O. I /O 


fl 1 QQ 

o. i yy 


91 ft74 
c. 1 .0/*+ 


1 nn 
I .uu 


1 ft 7ft 
1 O. /O 


119Q 

1 1 CkJ 


M 

IN 


1 Fl 1 
LCU 


A 
M 


fti 1 

O I I 


1 7 ft*37 
I / .DO / 


7 ftQft 
/ .Oou 


1 7 Aftft 

I / .*+oo 


1 nn 
I .uu 


17 ftO 

I / .oo 


n*3n 

I I ou 


PA 


1 Fl 1 
LCU 


A 
M 


fti 1 

O I I 


1 ft 91 ft 


ft AA7 

o.***+/ 


1ft QftQ 

i o.yoy 


1 nn 
I .uu 


1 ft ftft 
I O.OO 


11*31 
1 1 O 1 


p 
O 


1 Fl 1 
LCU 


A 
M 


ft1 1 

O I I 


1 Q ftQft 

i y.oyo 


ft *39ft 


17 ftft9 


1 nn 
l .uu 


1 ft AO 


1 1 *39 

I I Oc 


n 
o 


1 Fl 1 
LCU 


A 
M 


ft1 1 
0 I I 


9n 1 ftQ 
d\). i oy 


O.dOcl 


17 ftftA 


1 nn 

1 .uu 


1 7 97 


11*3*} 

I I OO 


PR 
OD 


1 Fl 1 

LCU 


A 
M 


ft1 1 

O I I 


1ft *3Aft 

I o.o**o 


ft Aftft 
0.**DO 


1 ft AQft 

I o.**oo 


1 nn 
1 .uu 


1 A 7n 
1 *t. /U 


11*34 


OO 


1 Fl 1 

LCU 


A 
M 


ft1 1 

O I I 


17 1 Aft 
I / . I *♦ O 


ft 1 CY7 
O. I u/ 


1A ft7A 
l**.D/ ** 


1 nn 
l .uu 


1 A 1 A 
l **. I ** 


11*3ft 
1 1 oo 


pm 

OU I 


1 PI 1 
LCU 


A 
M 


O 1 1 


17 ft11 
I / .J I I 


ft 4fJQ 
0.**Uo 


1 *3 1 ftA 
1 0. 1 O** 


1 nn 
1 .uu 


1 O ftft 
I O.OO 


11 *3fi 
1 1 OO 


pr>9 


1 Fl 1 
LCU 


A 
r\ 


ftH 

O I I 


1 ft 7AA 
I O. / ***+ 


A ft*39 


1 A 7Aft 
I **. / **o 


1 nn 
I .uu 


1 O ft9 


11*37 

1 1 O / 


M 

IN 


1 Fl 1 

LCU 


A 

r\ 


ft1 9 
O I c. 


0C\ 1 ft*3 
«1U. I OO 


7 49Q 


1 ft nftA 
I O.UO*+ 


1 nn 
I .uu 


1 *3 Q7 

I o.y/ 


I 1 oo 


PA 

OM 


1 Ft 1 

LCU 


A 
M 


ft1 9 
O \ c. 


91 Aftft 
c. I ,**00 


7 *37 / 3 
/ .0/ O 


1 ft 7*3A 

I o. / o*t 


1 nn 
1 .uu 


1 9 QA 

1 *i.y** 


11*3Q 
i i o<y 


p 
O 


1 Fl 1 

LCU 


A 
r\ 


ft1 9 
O I C 


91 *3*3n 
^ I .oou 


ft ftftft 
O.OOO 


9n nQft 
<iu.uyo 


1 nn 
I .uu 


1 9 Q7 

I d.y) 1 


1 14H 

1 1 HU 


o 


1 Fl 1 

LCU 


A 
r\ 


R1 9 
O I c. 


99 9ft9 


ft 1 1 ft 

O. 1 1 O 


on fi9Q 


1 nn 

I .uu 


1 9 QQ 


1141 


PR 

OD 


1 FIJ 

LCU 


A 
M 


ft1 9 

O 1 C 


99 nn4 


ft 7Qn 

O. / i?U 


1 ft Q*37 
1 O.cJO/ 


1 nn 
I .uu 


1 9 ftQ 


1 149 

1 1 *tC 


Pft 
oo 


1 FN 

LCU 


A 
r\ 


ft1 9 
O 1 C 


9*3 *349 
CO.O^tC 


ft ftQQ 

0.090 


1Q fi7n 
i y.o / u 


1 nn 
I .uu 


1 9 n*3 


1143 


CD1 


LEU 


A 


812 

u 1 t 


24 488 


8 422 


18 802 


1 00 


12 16 


1144 


CD2 


LEU 


A 


812 


23.559 


10.325 


20.037 


1.00 


13.12 


1145 


N 


PHE 


A 


813 


20.136 


6.681 


20.662 


1.00 


13.55 


1146 


CA 


PHE 


A 


813 


19.859 


6.064 


21.950 


1.00 


14.19 


1147 


C 


PHE 


A 


813 


18.971 


4.856 


21 .753 


1.00 


14.71 


1148 


0 


PHE 


A 


813 


18.058 


4.618 


22.530 


1.00 


14.79 


1149 


CB 


PHE 


A 


813 


19.137 


7.088 


22.821 


1.00 


15.20 
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TABLE 8 (continued) 



WITH DHT 



ATOM I 


ATOM TYPE 


RESIDUE 


u 


v i 


Y ! 
i 


z 


OCC I 


B 


atom! 


1150 | 


CG ~T 


PHE 


A 1 

A 


QH Q 
Ol O j 


1Q 818 
l y.o i o 


8 435 


22.841 I 


1.00 


16.11 I 


1151 I 


CD1 


PHE 1 


A I 

A 


ol o 


on QAfi 

^U.I7^0 


8 640 


23.624 I 


1.00 


15.97 I 


1152 I 


CD2 


PHE 


A 

A 


m Q 1 
ol o 


1Q 34Q 


9.472 


22.036 


1.00 


16.07 I 


1153 I 


CE1 T 


PHE 


A 

A 


Ol o j 


91 fiOA 
^ ! .OU4 


9 845 


23.615 j 


1.00 


18.37 J 


1154 | 


CE2 


PHE 


A 1 

A 


QH. Q ! 
Ol o 


1 Q QQ1 

1 y .917 1 1 


10 687 


22.014 I 


1.00 


17.54 j 


1155 I 


CZ 1 


PHE 


a i 
A 


ol o 


91 19fi 
d. I . I tO 


10 883 


22.801 I 


1.00 


1 7.99 J 


1156 [ 


N I 


SER 


A 

A 


fl1 A 


1Q 9^ 


4 082 


20.709 I 


1.00 


16.09 J 


1157 I 


CA j 


SER 


A 

A 


QH A 


1 ft 4R3 ! 

I0.400 | 


2 917 


20.369 I 


1.00 


15.96 J 


1158 I 


C 1 


SER | 


A 1 

A | 


QH A 
Ol 4 


1Q 1fiQ 
l y . i oy 


1 581 


20.294 I 


1.00 


16.05 I 


1159 I 


o 1 


f\ i— f 

SER 


A 

A 


QH .4 
Ol 4 


1 ft fii n 

I O.O I u 


0 620 


19.779 


1.00 


17.02 j 


1160 I 


CB 1 


SER 


A 

A 


Qi /I I 

ol4 


17 fiQ7 


3 172 


19.062 I 


1.00 


15.79 ] 


1161 j 


OG [ 


SER 


A 

A 


ol 4 J 


hc fiAO i 
io.oh-vj i 


4 087 


19.274 I 


1.00 


15.51 


1162 | 


N 1 


ILE 


A i 

A I 


Ol t> 


on *^qr 


1 498 


20.779 I 


1.00 


16.07 I 


1163 


CA j 


ILE j 


A 1 

A 


ol o j 


91 OQQ I 
i .vyy 


0 226 


20.747 I 


1.00 


17.04 J 


1164 


C J 


ILE 


A 

A 


QIC 1 

O ID 


99 179 


0 187 


21.826 I 


1.00 


17.86 j 


1165 I 


o 1 


ILE i 


A 

A j 


Ol o 


OQ 111 
jIO. Ill 


0 981 


21.802 I 


1.00 


18.49 j 


1166 


CB 


ILE 


A 

A 


olb 


oh con ! 
£l .OtU 


-0 086 


19.325 


1.00 


1 6.75 [ 


1167 


CG1 


ILE 


A 

A 


Ol D 


09 finn 


-1 245 


19.341 


1.00 


17.01 I 


j 1168 1 


CG2 


ILE 


A 

A 


ol O 


no ooo 


1 113 
i ■ i i ^ 


18.706 


1.00 ' 


17.43 J 


1169 


CD1 


ILE 


A 

A 


QH C 
01 1> 


tLiL.v I O 


-1 753 


17.953 


1.00 


17.98 J 


1170 


N 


! ILE 


J A 

A 


i OA C 

o io 


OH QQA 

I ^i .yy4 


-0 700 


22 809 


1.00 


1 8.25 I 


1171 


j CA 


ILE 


A 

A 


ol b 


99 Q1 ^ 


-0804 


23.947 


1.00 


18.91 J 


1172 


C 


ILE 


j A 

A 


ol b 




1 -2 226 


24.385 


1.00 


20.13 J 


I 1173 


I 0 


1 ILE 


A 

A 


OH C 

81 b 


I 99 £1 ^ 


! 1 84 

1 O.I \-f" 


24 040 


1.00 


20.43 | 


1174 


j CB 


ILE 


A 

1 A 


I ol b 


oo OQR 


! -0 099 


25.178 


I 1.00 


19.07 | 


1175 


I CG1 


ILE 


E A 

A 


Q H O 

ol b 


j *iu.yoy 


i -0 692 


25.537 


1.00 


18.04 I 


1176 


I CG2 


ILE 


I A 

A 


QH. ft 

I ol b 


I 99 17R 


i 1 378 


24.921 


1.00 


17.73 


1177 


j CD1 


1 ,LE 


1 A 

A 


I O H C 

ol b 


on fsi fi 

| <lU.O I o 


-0 346 


26 933 


1.00 


17.73 


I 1178 


N 


w^. r*"\ ^*>i 

PRO 


A 

A 


I O H 7 

817 


OA QQ9 


' -2 385 


25.180 


1.00 


20.85 I 


1179 


j CA 


1 n r*\ 

j PRO 


i A 

A 


I OH 7 

I ol / 


oa ftnt; 


-3 720 


25.631 


1.00 


22.05 ] 


I 1180 


1 C 


PRO 


A 


817 


23.706 


-4.320 


26.458 


1.00 


22.95 J 


1181 


o 


PRO 


A 


817 


22.988 


1 -3.594 


27.151 


1.00 


23.12 I 


1182 


CB 


PRO 


A 


817 


26.016 


1 -3.444 


26.523 


1.00 


21.47 1 


1183 


CG 


1 PRO 


A 


817 


26.554 


1 -2.197 


26.001 


1.00 


21.80 


1184 


CD 


1 PRO 


A 


817 


25.303 


1 -1.373 


25.730 


1.00 


21.00 


1185 


N 


VAL 


A 


818 


23.585 


-5.640 


26.418 


1.00 


24.79 


j 1186 


CA 


"] VAL 


A 


818 


22.544 


j -6.316 


27.195 


I 1.00 


26.35 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 

M 1 W 1 VI 


ATOM TYPP 

M 1 \Jvi\ 1 T r C 


ncoiuuc 


tf 


v 

A 


Y 


2 


ppp 


D 
D 


ATOM 


1 1ft7 
I I o / 


p 


VML 


A 
M 


fi1 fi 
O 1 O 


99 74.9 

Ct . / Ht 


-fi 047 


9ft RQ9 
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TABLE 8 (continued) 
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ATOM 


ATOM TYPF 

r\l \J\V\ 1 T i C 


RFQini IF 


u 
fr 


A 


Y 


7 


OPP 


D 
D 


ATOM 
M 1 L/IVI 


111A 


p 


II F 
ILC 


A 
M 


A1A 
OOO 


Q AQ1 


10 Q77 


PI AA7 


1 nn 
l .uu 


9A nA 
to.uo 


111fi 

1 OOD 




II F 
ILC 


A 


aia 
ooo 


A Q79 
O .i? / t 


11 nfii 


00 AAQ 

^^.ooy 


1 nn 
I .uu 


9A 9A 
tO.tf 


1117 

1 oo/ 


PR 

UD 


II F 

ILC 


A 
M 


AIA 

ooo 


1 n 7P4. 

1 U. / tH 


ft 7P7 


OA P1A 


1 nn 

I .uu 


91 11 
t 1 .OO 


1 11A 
I ooo 


PP1 

L*va i 


II F 


A 
M 


ftIA 

ooo 


11 AA7 
I 1 .OO/ 


7 ACM. 


91 7AA 
tO. / OO 


1 nn 
I .uu 


9n An 

tU.*fU 


1 11Q 


PP9 

wUt 


II F 


A 


ftIA 

, ooo 


Q 9Q7 

y . ty f 


a inA 

O.OUO 


9A AAA 


1 nn 
I .uu 


1 Q A7 

i y.o/ 


1 1An 

I o**u 


pni 


II F 
ILC 


A 


ooo 


11 AAA 


A Ann 


9A AAA 
t*f.OOO 


1 nn 
I .uu 


91 n*i 
1 1 .uo 


1 1A1 
1 O^r 1 


M 

IN 


1 YQ 
LT O 


A 


Q1A 
Ooo 


Q QQA 


11 71A 
II./ OO 


9 A 771 


1 nn 
1 .uu 


9A A9 
tO.Ot 


1 1A9 




1 

LT O 


A 
M 


ftIA 
OOO 


o nnft 

y .UUO 


1 0 7A7 


9A 1 17 
to. 1 O/ 


1 nn 
I .uu 


9A 9A 
tO.tO 


1 1A1 
1 0*fO 


p 


1 YQ 
LT O 


A 
M 


ftlft 
OOO 


q nm 
y.uou 


1 1 Q1 Q 
i o.y i y 


9A 1AA 
t*t . I Of 


1 nn 
1 .uu 


9A 1Q 

to.oy 


1 1AA 




1 Y^ 
LT O 


A 
M 


ftIA 
OOO 


7 QQ7 

/ .yy / 


1A AAA 
I *t .OHO 


91 QAA 

to.y*fo 


1 nn 
I .uu 


9Q no 
^y.uy 


1 1AA 
1 OH-O 


PR 


1 YQ 
LT O 


A 
M 


AIA 
OOO 


Q 9AA 

y.t*+o 


1 1 OA1 
I O.i-O I 


9 A AAA 
to. OOO 


1 nn 
I .uu 


9Q 

ty.yo 


1 1AA 
I 0*f O 


PP 


1 Y<^ 
LT O 


A 
M 


ftIA 
OOO 


Q 1 1 A 

y. 1 1 o 


1 9 OAS> 


97 719 


1 nn 

I -UU 


19 A9 
ot.ot 


1 1A7 
I 0*+/ 


pn 

UU 


1 YQ 
LT O 


A 
M 


AIA 
OOO 


/ .oyu 


11 A79 
I I .D / £ 


97 om 
t / .yu i 


1 nn 
I .uu 


11 C\A 
OO.U*t 


1 1AA 
1 OHO 


PF 

UC 


1 

LT O 


A 
r\ 


AIA 
OOO 


7 A7A 

/ .O / O 


1 n 91A 


97 1AA 

t / .0*T*t 


1 nn 

I .uu 


1A 19 

o*+.ot 


1 1AQ 


INZ. 


LI O 


A 
r\ 


AIA 
OOO 


A AAQ 

o.ooy 


Q 9AQ 

y.^oy 


97 QA9 
t/ .ytt 


1 nn 

I .uu 


19 on 
ot. yu 


1 iAn 


in 


uLU 


A 
M 


A 17 
OO/ 


1 n 1 qa 
i u. i yn- 


1A 9AQ 


91 AHA 
tO. DUD 


1 nn 

I .UU 


9A A1 
tO.O I 


1 1A1 


PA 


PI 1 1 
uLU 


A 
M 


A17 
OO / 


m 97 A 

i U. t / o 


1 A 1A1 
1 0.OO 1 


99 RA1 
tt .OH-O 


1 nn 

I .uu 


9A 7n 
to. / u 


1 1A9 


p 
U 


PI 1 1 


A 
M 


A 17 
OO/ 


Q AAA 
y .ooo 


1A QH7 

i f .yu / 


91 191 
t I .Ot I 


1 nn 
I .uu 


9A Q9 

to.yt 


1 1A1 




PI 1 1 
uLU 


A 
M 


ft 17 
OO/ 


Q nA1 


1A RQQ 
i o.oyy 


90 A9A 
tu.oto 


1 nn 

I .UU 


9A AO 
tO.*fU 


1 1 AA 


PR 


PI i 1 
ULU 


A 
M 


fl17 
OO/ 


II./ I O 


1 A AOA 


99 A1Q 
tt.f oy 


1 nn 

I .uu 


9Q 1A 
ty.o*t 


1 1AA 
I OOO 




PI 1 1 

ULU 


A 
M 


ft 17 
OO/ 




1 A ^AA 
I O.OO^f 


91 A97 
tO.Ot / 


1 nn 
I .uu 


19 1 1 
Ot. 1 o 


1 1AA 
1 OOD 


pn 


PI 1 1 

OLU 


A 
M 


ft 17 
OO/ 


1 1 ^^i 
1 1 .ooo 


17 AA7 
I / .OO / 


91 Q71 
to.y/ i 


1 nn 

I .uu 


ia in 

sjH .OU 


1 1A7 
I OO/ 


PiF1 

UC I 


PI 1 1 
ULU 


A 
M 


ft 17 
OO/ 


11 A19 


ia mi 

1 O.OUO 


9A 1 A7 
to. 1 o/ 


1 nn 

I .uu 


IA 1ft 
o*+. I o 


1 1AA 
I OOO 


wCt 


PI 1 1 
ULU 


A 
M 


ft 17 
OO/ 


1 n qo^ 


1A A01 
1 O.OUO 


91 nAi 
to.uoo 


1 nn 
I .uu 


IA Aft 
OO.OO 


1 1AQ 


M 
IN 


1 Fl I 
LCU 


A 
M 


ftlft 
OOO 


Q A9A 

y.o^io 


1 1 A11 
I O.OO I 


90 QQ1 
tu.yy i 


1 nn 

I .uu 


9Q 19 
ty.ot 


1 IAn 

l OOU 


PA 
UM 


1 Fl 1 
LCU 


A 
M 


ftlft 
OOO 




1 1 C\Q0 
I o.uy£ 


1Q 77A 
i y. / / h 


1 nn 

I .uu 


in on 
ou.yu 


1 1A1 
1 OO 1 


U 


1 Fl 1 
LCU 


A 


ftlft 

OOO 


7 740 


11911 

I O.d. \ 1 


1Q AAA 
i y.oof 


1 on 

I -UU 


19 AA 
Ot. DO 


1 1A9 


V-/ 


1 Fl 1 

LCU 


A 
r\ 


Rift 
OOO 


7 H7A 
/ .\J / o 


1 1 70A 

1 O. / wD 


1 fl QR1 
i o.yoo 


1 nn 

1 .uu 


19 An 

ot. DU 


1 1A1 
I ooo 


PR 


1 Fl 1 

LCU 


A 
M 


ftlft 

OOO 


y.o i h 


11 APP 


1 Q AQ9 


1 nn 

I .uu 


in aa 


1 1AA 


PPi 
UU 


1 Fl 1 

LCU 


A 
r\ 


A1A 
ooo 


A A10 

O.O I u 


1 A Qftl 


1 ft Afin 


1 nn 

1 .uu 


in aa 


1365 


CD1 


LEU 


A 


838 


9 077 


11 728 


17 151 


1 00 


30 31* 


1366 


CD2 


LEU 


A 


838 


9.166 


9.533 


18.330 


1.00 


30.00 


1367 


N 


ASP 


A 


839 


7.186 


12.724 


20.979 


1.00 


34.82 


1368 


CA 


ASP 


A 


839 


5.755 


12.823 


21.162 


1.00 


37.61 


1369 


C 


ASP 


A 


839 


5.338 


14.293 


21.187 


1.00 


38.83 


1370 


O 


ASP 


A 


839 


4.285 


14.645 


20.672 


1.00 


39.02 


1371 


CB 


ASP 


A 


839 


5.331 


12.117 


22.449 


1.00 


39.22 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



463 



EP 1 375 517 A1 



TABLE 8 (continued) 



ASP 
ASP 



1397 



1398 



CB 



CG1 
~CG2 



ARG 
ARG 



ILE 

Ile 



ILE 

Ile 



A 
A 
A 
A 
A 
A 
A 



Y 
3.816 
3.249 
3/192 
6.195 
5.916 
"5J76 
4.860 
7.032 
6.657 
6.945 
8.319 
9.066 



COMPLEX WITH PHT 
OCC 



1 



Z 

11.952 
"l2.375 
11.400 
15.151 
16.580 
17.220 
18.004 
17.289 
18.639 
19.881 



22.557 
23.592 
21 .613 
21 .731 
21.828 



ATOM 

41.54 

43.10 

42.60 

40.51 



20.457 
20.232 
22.610 



23.261 
22.401 



20.371122^ 
20i2T|2ll^ 



1.00 43.50 
ToM^32 



1.00 45.47 



1.00 46.95 



840 I 8.580 
"840 | 10.314 



20.860)^294 
21.220 21.755 



1.00 48.57 



1.00 49.57 



6.663 
6.600 
5.534 
1T472 
7.983 
8.383~ 



A 
A 



842 



842 



9.044 
8.064 
4.737 



16.876 

17.483 

16.913 

17.272 

VT572 

16.237 



18.078 



16.150 



15.976 



19.528 
78~2VI 
17286 
16.109 
17.510 
16.918 



1.00 

Too 



18.463 



15.463 



49.89 



49.90 



44.53 



1.00 
1.00 



1.00 



1.00 



3.632 



2.384 



15.446 
16.003 



1.509 16.551 



A 
A 



3.577 
T523 
3.917 



13.878 
13.192 



17.786|jL00 

T^99<^ 
7^659 1.00 



46.22 
48.04 



48.90 



45.82 
46.46 



46.40 



45.92 



16.999jl.00_ 
l6^889TT00^ 

Tr87oTToo 



49.91 
1^38 
52.63 



13.445 



ILE 
ALA 



A 
A 



842 4.691 



11.701 



843 


2.356 


15.939 


843 I 


1.242 j 


16.456 


843j 


1.215 j 


~~17.962~ 


843 ' 


1.847 


~18704~ 


843 


j 1 .424 


16.129 


844 


j 0.560 


| 18.391 


"844" 


0.402" 


1 19.810 



15.482 1-00 



52.38 



51.11 
50.67 



51.75 



17.619IJL00 
"l 8.986 I 1-00 



19.761 
"19.557 
20.304 



21 .247 
1^481 
18.130 



1.00 
1.00 



49.36 
54.81 



57.24 



59.28 
59.69 



1.00 



56.69 
61.60 



63.67 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 

fx 1 \-S 1 V 1 


ATOM TYPF 

r \ 1 1 lit 


ppcini ip 

rlLOIUUL 


if 

TT 


y 

A 


Y 

T 


7 


p»pp 

w*ww 


p 

D 


ATOM 
Ml UM 


1409 


p 

W 


PY^ 

W T O 


A 
M 


AAA 


-0 441 

V.tt 1 


1Q AAA 

I y.oo** 


1 A AAA 
I O.OtO 


1 OO 
I .UU 


AA A1 
Ot.Oo 


1410 


o 


WTO 


A 
M 


AAA 
Ott 


-1 R1A 


1 Q A71 

I y.t / I 


1A AAQ 

i o.ooy 


1 OO 
I .UU 


AA 70 
Oh. f U 


141 1 


PR 

WD 


WTO 


A 
M 


AAA 
Ott 


1 7AA 
I . / oo 


pn aia 


17 Q7Q 

i / .y / y 


1 OO 
I .UU 


AA OA 
Ot.UO 


141P 

It l£ 


^P 


W T O 


A 
M 


AAA 
Ott 


P 7A1 


on OAA 


1 A A70 
I O.t/ U 


1 nn 

I ,UU 


AA in 
OO. oU 


1411 


N 


LI O 


A 
M 


CM A 
OtO 


U. I OO 


OO 119 


1 A 71A 

1 0. / <jO 


1 OO 
I .UU 


AA AA 
00.00 


1414 

1 t 1 t 


PA 

WM 


I YQ 
LT O 


A 
M 


AAA 


_0 RAA 
-U.OtO 


OO 17 A 
CXJ.OI t 


1 A A1Q 

i t.toy 


1 nn 

1 .UU 


00. yo 


141 A 
It I J 


p 
W 


I YQ 
l_T O 


A 

M 


AAA 
OtO 


O 07Q 

-u.u/ y 


1 Q 1 AR 

i y. 1 00 


1 1 AAA 
1 O.Ott 


1 nn 
1 .UU 


AA AG 

00. ty 


141A 

It Iv 


w 


I Y^ 

l_T O 


A 
M 


OtO 


.0 A7A 


1 A AOQ 

i o.o^y 


1 O AOO 


1 nn 

I .UU 


AA AA 
00.00 


1417 


PR 

WD 


I Y<^ 

LI O 


A 
M 


AAA 
OtO 


.o iq«; 
-u. i yo 


91 A1Q 

c. 1 .ooy 


11 AAA 
1 O.OOt 


1 nn 

I .UU 


AA An 
00. OU 


141 R 

l*T 1 O 


N 

IN 


APP 


A 
M 


AAA 
OtO 


o QQA 

u.yyo 


1 A 

1 0.000 


1 A 1 07 
It. It/ 


1 nn 

1 .UU 


AA 7A 
OO. / 1 


141Q 


PA 
WM 


APP 


A 
M 


AAA 
OtO 


1 Am 

I .DU I 


17 1A1 
I f .oto 


1 1 A1 1 
I O.O I I 


1 nn 

I .UU 


AA Qn 
00. yu 


1 4P0 


p 
w 


ARP 


A 
M 


AAA 
OtO 


n QAA 


1 A H7A 
I O.U/ t 


1 A OAA 
I t.UOO 


1 nn 

I .UU 


AA AA 
OD.OO 


14P1 


n 

w 


APP 


A 
M 


AAA 
OtO 


1 A7A 
I .O/O 


1 a nop 


1A 1AA 
1 t.otO 


1 no 

I .UU 


AA 1A 
OO.OO 


14PP 


PR 


APP 


A 
M 


AAA 
OtO 


1 nn 
o. 1 1 u 


1 7 117 
I f .00/ 


1 1 71H 
1 0. 1 OU 


1 00 

I .UU 


AA 7A 
OO. / 1 


1 4P1 

1 ttO 


N 

IN 


I Y9 

LT O 


A 
M 


A47 
ot / 


-O 10A 

-u.oto 


1 A 1 A1 
I O. 1 1 I 


1 A PQ1 
I t.^y I 


1 00 

I .UU 


A7 07 
O/ .c.1 


14P4 


PA 

WM 


i yc 

LT O 


A 
M 


AA7 

o*f / 


.1 1AP 
-I.I Ot 


1 A fl7A 
1 O.U/ O 


1A APA 
I t.OtO 


1 00 

I .UU 


A7 A7 

0/ .0/ 


14PA 

• ttO 


W 


J YQ 

LT O 


A 
M 


AA7 
Ot / 


_p apo 


1 A A1 A 
I O.O I O 


1 A OA1 
I O.tO I 


1 on 

1 .UU 


AA 1A 
OO.OO 


1 4PR 


p 


I Y^ 
LT O 


A 
M 


AA7 
Ot / 


9 A19 


17 OAA 
I / .UtO 


1 A 97A 
I O.t / 0 


1 nn 

I .UU 


AA 11 
OO.OO 


1497 
i tt / 


PR 


I YQ 
LT O 


A 
M 


AA7 
Ot / 


-U.O 1 o 


1 A A07 
I t.tU/ 


1A Oil 
1 0.U00 


1 nn 

I .UU 


AA 1A 
00. 1 1 


1 4PA 

1 ttO 


N 

IN 


A^M 

MOIN 


A 
M 


AAA 
OtO 


-o.tOO 


1 A H7Q 
I O.U/ y 


1 A AQ7 

i o.oy / 


1 OO 
I .UU 


AQ 1 1 

oy. I I 


1 4PQ 


PA 


A^N 

MOIN 


A 
M 


AAA 
OtO 


A 79A 
-t. / 


1 A AAA 
I O.OOO 


1 A 01 A 
I O.U I O 


1 OO 
I .UU 


AQ 71 

oy. / I 


1410 


c 

W 


MOIN 


A 
M 


AAA 
OtO 


"O. / O/ 


1A AAA 
I t.OOO 


1A 1AO 
1 O.otU 


1 00 

I .UU 


7n on 

/ U.tU 


1411 




A^N 

MOIN 


A 
M 


AAA 
OtO 


-O.Ott 


1 1 A7A 
1 O.t / 1 


1 A 7P0 
I O. / tU 


1 00 

I .UU 


7n 01 

/ yJ.c. I 


141P 


PR 

WD 


MOIN 


A 
M 


AAA 
OtO 




1 A AQA 

i o.oyo 


1A Q07 

i t.yu / 


1 00 

I .UU 


AQ AA 

oy.oo 


1411 
1 too 


N 

IN 


PRO 


A 
M 


R4Q 
oty 


-7 0P1 


1 A Q1 A 

i t.y 1 1 


1 A 1 AA 
I O. I to 


1 00 
I -UU 


70 AA 
/ U.Ot 


1 414 

1 tOt 


PA 

WM 


PRP 


A 

M 


A4Q 

Oty 


-A 1AA 
-O. I OO 


1 a 0A1 


1A 17A 
1 O.O/ t 


1 OO 
I .UU 


70 11 
/U.O I 


141A 
i too 


p 
W 


PRO 


A 
M 


AAQ 

Ot57 


-7 AAA 
/ .OOO 


1 P AA1 


1A QPO 


1 00 
I .UU 


AQ QO 

oy.yt 




o 

w 


PRO 

1 11 W 


A 
M 


AAQ 

Oty 


-7 AAA 
/ .000 


1 P AQP 


1 A 1 10 
1 0. 1 OU 


1 00 

I .UU 


70 1 P 
/ U. I d. 


1417 

1 *tO / 


PR 


PRO 
i n w 


A 
M 


A4Q 

OtJ7 


_Q A1 A 
"57. V 1 t 


1 1 QPQ 
1 o.y^y 


1 A 07Q 
i o.u / y 


1 00 

I .UU 


70 AA 
/ u.oo 


141ft 
i too 


N 

IN 


THR 

i n n 


A 
M 


aao 
oou 


-7 AHA 
/ .ouo 


1 1 AAO 
1 1 .oou 


1A OPO 
1 O.UtU 


1 00 

I .UU 


AQ A7 

oy.t / 


1439 


CA 


THR 


A 


850 


-7 473 1 


10 304 


16 377 


1 00 


68 74 


1440 


C 


THR 


A 


850 


-6.061 


10.015 


1 5.845 


1.00 


67.76 


1441 


o 


THR 


A 


850 


-5.590 


8.867 


15.864 


1.00 


67.27 


1442 


CB 


THR 


A 


850 


-8.494 


9.331 


15.774 


1.00 


68.95 


1443 


N 


SER 


A 


851 


-5.391 


11.077 


15.388 


1.00 


66.46 


1444 


CA 


SER 


A 


851 


-4.046 


10.962 


14.846 


1.00 


65.28 


1445 


C 


SER 


A 


851 


-3.023 


10.710 


15.944 


1.00 


64.16 
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TABLE 8 (continued) 



TYPE 



1454 



1455 



1456 
1457 



1458 
1459 
1460 
1461 



1463 



1465 
1466 
1467 



CB 



OG 
N 

CA 



CB 



SG 



N 



CA 



O 
CB 



OG 



N 



CA 



CB 
~CG 
CD 
~NE 
~CZ 
NH1 
NH2 
N 

CA 



CB 
CG 
CD 
NE 

"cz" 

NH1 
NH2 



RESIDUE | 


# I 


X 


Y 


Z 


SER [ 


A I 


851 


-2.426 


9.639 


SER 


A 


851 


-3.664 


12.200 


SER | 


A J 


851 


-2.405 


12.037 


CYS 


A I 


852 


-2.873 


11.651 


cyi 


, A ' 


852 


-1 .901 


11.526 


CYS 


A 


852 


-1 .480 


10.102 


CYS 


A 


852 


-0.282 


9.800 


CYS 


A 


852 


-2.353 


12.333 


CYS 


A 


852 


-1.712 


14.024 



SER 



SER 



SER 



SER 
SER 
SER 



ARG 



ARG 
ARG 
ARG 
ARG 
ARG 



ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
ARG 
~ARG 



853 -2.440 



853 -2.109 



853 -1-610 



853 -3.480 



A I 854 -1 .924 
~A 854 -0.564 



854 0.294 



854 -2.747 



9.223 



7.847 
7.052 



occ | 


B 


ATOM 


15.969 I 


1.00 I 


64.16 


14.018 | 


1.00 


65.24 


1 3.369 J 


1.00J 


65.05 


16.879 


1.00 


62.68 


17.974 


1.00 


60.96 


18.388 


I 1.00 


59.71 


18.422 


1.00 


59.67 


19.191 


1.00 


61.34 


19.216 


| 1.00 


I 62.06 


18.678 


1.00 


57.85 



19.053 1.00 55.45 



6.346 



7.133 



7.522 



7.172 
6.462 



6.962 



6.164 



6.634 



17.847 1.00 



17.942 1.00 



53.09 



19.686 1.00 



21.038 1.00 



16.719 
15.500 



1.00 
1.00 



53.22 



56.27 



57.65 



14.967 1.00 



49.75 
46.39 
43.72 



14.564 1-00 43.80 



14.443 1-00 47.23 



5.970 

6.943 

7.500 

8.122 

8.290 

8.567 

8.273 

8.926 



8.454 
8.326 
10.439 
11.264 
11.109 
11.699 
11.655 
11.051 
12.219 



13.105 10° 4809 
11.940 I 1.00 I 49.85 

11.936 



10.904 
9.755 
11.021 
15.019 
14.558 
15.306 
14.723 
14.734 
14.082 
12.594 
11.907 
10.590 
9.831 
10.028 



1.00 51.32 



1.00 39.68 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPF 


RF^mi IF 
ncoiuuc 


# 

it 


v 

A 


Y 


7 
i— 


OPP 


D 


ATOM 


iaaa 

i too 


N 
in 


pup 


A 
M 


AAA 
ODD 


1 Q7A 

1 .57/ O 


ft 9AQ 


ia Ano 

I O.DU57 


1 nn 

I .UU 


aa An 
oo.ou 


1 tOM 


OA 


pup 

r nc 


A 
M 


AAA 
ODD 


A ORA 

O.UOU 


7 7AA 
1 . / oo 


17 A9A 

1 / .HC.O 


1 nn 

I .UU 


A1 91 

O 1 1 


1 AAA 




pup 


A 


AAA 

ODD 


A AHA 


fi 9Qn 


17 9AA 


1 nn 
I .uu 


An ai 

OU.D 1 


1 AAA 

i too 




pup 


A 
M 


AAA 
ODD 


a 49n 


A AnA 
o.ouo 


1 7 A94 


1 nn 
I .uu 


An 7A 
OU. / D 


1 AA7 


PR 


pup 
r nc 


A 
M 


pec 
ODD 


9 AAA 


A 1 9A 

O. I CO 


1A AQA 

i o.oyo 


1 nn 
1 .uu 


An 9A 


1 AAA 
I WO 




pup 


A 
M 


AAA 
ODD 


4 OAA 


7 Q77 

/ .57/ / 


1 Q 7AA 
I y. / DD 


1 nn 
I .uu 


An nA 

OU.UO 


1 AAQ 


pm 


pup 

r nc 


A 
M 


AAA 
ODD 


A n99 


A Q79 
o.y /<c 


1Q 7A7 
I y. /O/ 


1 nn 
I .uu 


9Q AA 


1 AQn 

I *fyU 


but 


pup 
r nc 


A 
M 


AAA 
ODD 


4 94.1 


A A9Q 


on AAA 
^VJ.DOD 


1 nn 
I .uu 


9Q AA 


1 AQ1 

I *ry I 


PF1 


pup 
i nc 


M 


AAA 
ODD 


A 1 AH 
D. I DU 


A AA9 


9n AAn 


1 nn 
I .uu 


9Q AA 

^y .od 


1 AQ9 


PF9 


pup 

IMC 


A 
M 


AAA 
ODD 


A AA4 


A A7A 


91 AAA 
£. I .OOO 


1 nn 

1 .uu 


9A AA 
tO.OD 


14QA 
I Hyo 


P7 


PNF 
i nc 


A 
r\ 


AAA 
ODD 


A A9A 


7 AAn 
/ .DOW 


91 AA7 
c. 1 .OD/ 


1 nn 

I .uu 


9Q A9 
*cy .\>c. 


14. Q4 


M 

IN 


TYR 
i t n 


A 
M 


AA7 
OD/ 


9 9AA 


A A4A 
D.D'fO 


1A QAA 
i o.yn-o 


1 nn 

I .uu 


9Q 7Q 
(t.y . / y 


14QR 


PA 


TYR 


A 
r\ 


AA7 
OD / 


9 44A 


4 11A 


1A 79A 


1 nn 


9Q 7Q 


1 4QA 

I H57U 


c 


TYR 
i t n 


A 
r\ 


AA7 
OD/ 


A 9nA 


A Q9Q 


1 A 41Q 


1 nn 

I .uu 


9Q AA 


14Q7 
I *+y / 


V-/ 


TYR 
i t n 


A 
M 


AA7 
OD/ 


4 1 AA 
t. I OD 


A 1 9A 
O. I £D 


1 A A71 
1 D.O/ 1 


1 nn 
I .uu 


9Q AA 


14QA 


PR 


TYR 
i T n 


A 
/A 


AA7 
OD / 


1 11A 
I . I I D 


A AAA 
O.ODD 


1A AA0 
I D.DDU 


1 nn 

I .UU 


An 7A 
ou. / O 




Pfi 


TYR 
i t n 


A 
M 


AA7 
OD / 


1 9A4 


1 A71 
1 .o / I 


1A AQA 
i o.oyo 


1 nn 

I .uu 


A9 91 
0£.£ I 


1 Ann 
I duu 


pm 


TYR 
1 i n 


A 
M 


AA7 
OD/ 


1 49A 
I .*f^D 


n Q79 


17 449 


1 nn 
I .uu 


A9 7A 
0£. / D 


1 Am 


PH9 


TYR 
i T n 


A 
M 


AA7 
OD/ 


1 9nA 


1 AA9 
I .ODc 


1 A nQA 
i D.uyo 


1 nn 

I .uu 


AA AA 
OO.OD 


1 An9 


PF1 


TYR 
i t n 


A 
r\ 


AA7 
OD/ 


1 A4A 
1 .D*fO 


.n Am 

-U.*fU I 


17 91 A 


1 nn 

I -UU 


AA AA 


1 AnA 

I DUO 


PF9 


TYR 
i t n 


A 
M 


AA7 
OD/ 


1 AA1 
1 .00 1 


_n nn 
-u.u I I 


14 AAA 


1 nn 
1 .uu 


AA A7 


1 An4 
I DUH 


P7 


TYR 
i t n 


A 
M 


AA7 
OD/ 


1 AnA 

I .DUO 


_n AA7 

-u.oo/ 


1 A Q1 A 
I D.y I O 


1 nn 
1 .uu 


AA A1 
OD.D I 


1 AnA 


OH 
un 


TYR 
i t n 


A 
M 


AA7 


1 AA9 


-9 9A4 


1 A AQ7 


1 nn 

I .uu 


AA QA 


1 AnA 


M 

IN 


Ol-IN 


A 
M 


AAA 
ODO 


9 A47 


A AAA 


1A A7A 
I *f.O / D 


1 nn 
I .uu 


9A A9 


1 aa7 

1 ou/ 


PA 




A 
M 


AAA 
ODO 


A AAA 


A AA7 


1 A nA7 
I o.uo / 


1 nn 

I .uu 


9A nA 

cO.UD 


1 ^OA 

I JUG 




P| K| 


A 
M 


AAA 
ODO 


4 QR7 


A 077 
D.U/ / 


1 A nA7 

I O.UO f 


1 nn 

I -UU 


9A AA 
£.0.30 


1 AOQ 

1 3U£7 






A 
r\ 


AAA 
ooo 


A A9n 


A A9A 


19 AA9 


1 nn 

I .uu 


9fi AA 
tD. JO 


1 Am 


PR 


OLIN 


A 
/A 


AAA 

ODO 


9 A7A 


a n9n 


11 Aon 


1 nn 

I .uu 


9A Qft 


1 A11 

IJ 1 1 


PfS 


p| M 


A 
M 


AAA 
ooo 


1 Q7n 


A AAA 

D.OOH 


1 9 n9Q 


1 nn 

1 .uu 


A1 AA 

O 1 .03 


1 A19 


pn 


P| KJ 


A 
M 


AAA 

OOO 


n 7A1 

u. / O 1 


A AAQ 


11 nAQ 

1 1 .UO*7 


1 nn 

I .uu 


A9 9A 


1513 


OE1 


GLN 


A 


858 


0 385 


7 700 


10 724 


1 00 


32 11 


1514 


NE2 


GLN 


A 


858 


0.210 


5.458 


10.617 


1.00 


32.79 


1515 


N 


LEU 


A 


859 


5.266 


. 6.101 


13.825 


1.00 


24.64 


1516 


CA 


LEU 


A 


859 


6.622 


6.632 


13.832 


1.00 


22.82 


1517 


C 


LEU 


A 


859 


7.545 


5.705 


14.613 


1.00 


20.92 


1518 


O 


LEU 


A 


859 


8.694 


5.486 


14.222 


1.00 


20.35 


1519 


CB 


LEU 


A 


859 


6.675 


8.067 


14.395 


1.00 


23.93 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM I 


ATOM TYPE 


RESIDUE | 


# I 


X | 


Y 


z 




R 

I 


ATOM 


1520 


CG 


LEU I 


A I 


859 


6.054 


9.243 


1 O.O 1 / 


1 nn 


9*3 1ft 
CO. 1 0 


1521 T 


CD1 


LEU I 


A [ 


859 I 


6.616 j 


A f\ C A A 

10.541 


14. 1 OD 


1 nn 
I .uu 




1522 I 


CD2 


lIu T 


A 


859 [ 


6.363 | 


9.137 


•4 O 4 "7D 


1 .UU 


09 in 


1523 T 


N 


THR T 


A I 


860 T 


7.030 


IT A O A 

5.124 


lo.oyi 


1 nn 

1 .uu 


90 in 


1524 


CA 


THR I 


A 


860 


7.821 T 


a a r\c 

4.195 


H 0 roe 1 

16.505 


a nn \ 
1 .uu 


9n 14. 

^U. I *T 


1525 1 


C 


THR I 


A 


860 


7.969 


2.855 


15.7DO 


1 nn 


9n m 

^u.ou 


1526 I 


O 


THR I 


A 


860 


8.922 J 


2.108 


1 5.90s 


1 nn 
l .uu 


9n 9ft 


1 527 


CB 


THR 


A 


860 


7.215 I 


3.957 


4 "7 r>AC 


1 nn 
1 .uu 1 


1 ft fiS 
1 O.U<J 


1528 I 


OG1 


THR T 


A I 


860 I 


5.849 


O CCA 

3.551 


4 -7 "7Q7 


1 nn 


1 ft ^5 


I 1529 I 


CG2 


THR [ 


A 


860 


7.314 


5.196 


A Q "TO/I ! 

lo.7o4 j 


1 nn I 
I .uu 


1 ft 19 

IO.lt 


I 1 530 I 


N 


LYS I 


A 


861 I 


7.040 


2.600 


H A QC4 1 


1 nn 
I .uu 


21 02 


I 1531 I 


CA 


LYi 


A 


861 


7.046 


A AAA 

1.411 


14.U34 


•\ nn 
I .uu | 


91 ft9 ? 


1532 J 


C 


LYS I 


A 


861 


8.040 I 


1.642 


■4 0 one 1 
12.895 j 


1 nn 
l .UU 


91 9ft 


I 1533 I 


O 


LYS | 


A J 


861 I 


8.781 


0.750 


« n r h ft i 


1 nn 
I .uu 


91 01 ! 


1534 J 


CB 


LYS I 


A 


861 


5.649 I 


1.178 


■4 O >I7C i 

13.475 


1 nn 
I .UU 


00 00 I 

CO.OC. 


1535 


CG 


L^S J 


A 


861 I 


5.375 


-0.268 


■4 O A A f\ 

13.110 


■\ nn 
1 .UU 


OG. 71 


I 1536 


CD 


LYS 


A 


861 


5.015 


A A f\ 

-1.106 ! 


•4 A OOH 

14.321 


1 nn 
1 .uu 


9ft 4n 


1537 


ci 


ly! 


A 


861 


4.924 


-2.587 


13.9^<i 


•1 nn 
1 .UU 


m 14 

OU. I *T I 


I 1538 


NZ 


LYS 


i A 


861 


4.542 


-3.514 


1 5.050 


1 .UU 


oi.oo 


I 1539 


N 


LEU 


A 


862 


8.093 


2.863 


I A 0 oort 

I 12.389 


i nn 
1 .UU 


91 AO I 

^ I .4i7 j 


I 1540 


1 CA 


LEU 


A 


I 862 


9.021 


3.192 


11.311 


•i nn 
1 .UU 


91 19 


1541 


1 C 


LEU 


A 


862 


I 10.438 


3.181 


| 11.854 


i nn 
1 .UU 


91 1 ^ I 


1542 


0 


LEU 


A 


862 


J 11.386 


2.884 


I AAA OO 

11. loo 


i nn 
1 .UU 


99 m 1 


1543 


CB 


LEU 


A 


862 


I 8.713 


I A f 1 J 

4.577 


1 A A "70 4 

10.731 


i nn 
1 .UU 


99 14 


1544 


] CG 


LEU 


A 


862 


] 9.816 


5.281 


9.9<dl 


1 a nn 
1 .UU 


91 Qft i 


1545 


CD1 


LEU 


A 


862 


I 10.022 


| 4.563 




h nn 
1 .uu 


99 79 


1546 


1 CD2 


LEU 


A 


862 


I 9.456 


I 6.726 


| 9.670 


1 nn 
1 .UU 


99 Rft i 


1547 


N 


LEU 


A 


863 


I 10.596 


3.602 


13.105 


i nn 
1 .UU 


9n 71 


1548 


1 CA 


LEU 


A 


863 


I 11.906 


3.625 


a n ~t AC\ 

13.749 


i nn 
1 1 .UU 


1ft on 


1549 


1 C 


LEU 


A 


863 


I 12.462 


2.218 


a a r\r\ A 

14.004 


1 i nn 
I 1 .UU 


ia nft 

I o.uo 


1550 


1 0 


LEU 


A 


863 


| 13.676 


1.984 


13.895 


1 a r\f\ 

j 1 .00 


^ "7 nc 
1 /.Ub 


1551 


1 CB 


LEU 


A 


863 


j 11.827 


4.423 


15.040 


1.00 


18.78 


1552 


1 CG 


LEU 


A 


863 


11.890 


5.931 


14.863 


1.00 


18.02 


I 1553 


CD1 


LEU 


A 


j 863 


12.103 


6.545 


1 6.230 


I 1.00 


19.67 


1554 


CD2 


LEU 


A 


863 


I 13.049 


6.291 


13.944 


1.00 


16.59 


1555 


N 


ASP 


A 


864 


I 11.592 


1.307 


14.436 


1.00 


18.33 


1556 


| " CA 


ASP 


A 


864 


11.985 


-0.088 


14.642 


1.00 


19.28 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


ATOM 


5 


1557 


C 


ASP 


A 


864 


12.467 


-0.692 


13.321 


1.00 


19.06 




1558 


o 


ASP 


A 


864 


13.377 


-1.519 


13.298 


1.00 


18.82 




1559 


CB 


ASP 


A 


864 


10.797 


-0.917 


15.143 


1.00 


19.27 


10 


1560 


CG 


ASP 


A 


864 


10.525 


-0.727 


16.620 


1.00 


19.92 




1561 


OD1 


ASP 


A 


864 


11.256 


0.045 


17.271 


1.00 


20.94 




1562 


OD2 


ASP 


A 


864 


9.577 


-1 .364 


17.116 


1.00 


19.39 


15 


1563 


N 


SER 


A 


865 


11.847 


-0.263 


12.222 


1.00 


19.90 


1564 


CA 


SER 


A 


865 


12.202 


-0.764 


10.894 


1.00 


19.17 




1565 


C 


SER 


A 


865 


13.634 


-0.507 


10.489 


1.00 


18.01 


■ 


1566 


0 


SER 


A 


865 


14.213 


-1 .294 


9.765 


1.00 


18.93 


20 


1567 


CB 


SER 


A 


865 


11.226 


-0.289 


9.798 


1.00 


18.59 




1568 


OG 


SER 


A 


865 


11.167 


1.123 


9.613 


1.00 


19.91 




1569 


N 


VAL 


A 


866 


14.257 


0.535 


11.004 


1.00 


17.08 


25 


1570 


CA 


VAL 


A 


866 


15.619 


0.747 


10.589 


j At\ 

1.00 


15.20 


1571 


C 


VAL 


At 

A 


866 


16.564 


-0.260 


11.194 


1.00 


14.83 




1572 


0 


VAL 


A 


866 


17.625 


-0.518 


10.641 


1.00 


14.66 




1573 


CB 


VAL 


A 


866 


16.093 


2.211 


1 0.783 


1.00 


15.01 


30 


1574 


CG1 


VAL 


A 


866 


14.982 


3.081 


11.320 


1.00 


13.81 




1575 


CG2 


VAL 


A 


866 


17.344 


2.280 


11.574 


1.00 


13.41 




1576 


N 


GLN 


A 


867 


16.168 


-0.873 


12.302 


1.00 


15.12 


35 


1577 


CA 


GLN 


A 


867 


17.031 


-1.849 


12.977 


1.00 


15.64 


1578 


c 


GLN 


A 


867 


17.358 


-3.143 


12.233 


1.00 


14.54 




1579 


0 


GLN 


A\ 

A 


867 


18.487 


-3.594 


12.271 


1.00 


15.92 




1580 


CB 


GLN 


A 


867 


16.508 


-2.155 


14.374 


1.00 


16.10 


40 


1581 


CG 


GLN 


A 


867 


16.526 


-0.968 


15.315 


1.00 


16.35 




1582 


CD 


GLN 


A 


867 


17.910 


-0.474 


15.672 


1.00 


17.91 




1583 


OE1 


GLN 


A 


867 


18.924 


-1.175 


15.510 


1.00 


17.76 


45 | 


1584 


NE2 


GLN 


A 


867 


17.958 


0.750 


16.201 


1.00 


17.53 


1585 


N 


PRO 


Av 

A 


#x #x 

868 


16.364 


-3.809 


11.634 


1.00 


14.35 




1586 


CA 


PRO 


A 


868 


16.630 


-5.040 


10.886 


1.00 


13.73 




A f 

1587 


C 


PRO 


A 


868 


17.500 


A Tf\ A 

-4.704 


9.674 


1 .00 


13.45 


50 


1588 


o 


PRO 


A 


868 


18.341 


-5.497 


9.254 


1.00 


14.77 




1589 


CB 


PRO 


A 


868 


15.232 


-5.465 


10.415 


1.00 


14.35 




1590 


CG 


PRO 


A 


868 


14.331 


-4.928 


1 1 .438 


1.00 


14.42 


55 


1591 


CD 


PRO 


A 


868 


14.914 


-3.555 


11.696 


1.00 


15.17 




1592 


N 


ILE 


A 


869 


17.289 


-3.514 


9.113 


1.00 


13.49 




1593 


CA 


ILE 


A 


869 


18.043 


-3.044 


7.970 


1.00 


12.06 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 






ATOM 


ATOM TYPE ! 


RESIDUE 


# 


v 
A 


v 

Y 


L. 




R 


ATOM 


5 


1594 


C 


ILE 


A 

A 


8o9 


4C\ A CO 

jy.4oo 


O OHO 

-£.o 1 o 


ft 411 


1 no 


11.70 




1595 


o 


1 1 r - 

ILE 


A 

A 


8b9 


20.oOb 




7 7 C R 


1 00 


13.01 




1596 


CB 


ii I™™ 
ILE 


A 

A 


oca 

8o9 


H "7 AA7 
1 / .44/ 


1 ~7AC\ 


/ .000 


1 00 


12.53 


10 


1597 


CG1 


1 1 r - 

ILE 


A 

A 


ocn 

oby 


H C OQQ 

lo.yyo 


- 1 .y 1 O 


fi QPft 


1 00 


12.25 




1598 


CG2 


ii r~ 

ILE 


A 

A 


OCA 

oby 


H □ 070 
1 0.2/2 


1 0.07 

-1 .OU / 


0. I / 0 


1 00 


12.44 




1599 


CD1 


ILE 


A 

A 


869 


15.258 


-U./40 


o.*to^ 


1 00 


11.91 




1600 


N 


A 1 A 

ALA 


A 

A 


870 


1 y.bOO 


9 ocm 


Q R10 


1 00 


12.19 


15 


1601 


CA 


A 1 A 

ALA 


A 

A 


OTA 
8/0 


OH ftfi7 


1 QQ^ 

- 1 .yyo 




1 00 


11.52 




1602 


C 


A 1 A 

ALA 


A 

A 


8/0 


OH 7CQ 

21 ./DO 


Q OQ7 




1 00 


12.90 




1603 


0 


A 1 A 

ALA 


A 

A 


870 


22. yoo 


Q 074 
-0.0/ 4 


1 0 074 


1 00 

1 .\J\J 


13.99 


20 


1604 


CB 


A ■ A 

ALA 


A 

A 


870 


20.y/ 1 


-l . 1 oy 


11 ^7^ 
l l .0/ 0 


1 00 

1 .\J\J 


10.62 




1605 


N 


ARG 


A 

A 


871 


21 .082 






1 00 


14.67 




1606 


CA 


ARG 


A 

A 


871 


OH CCO 

2 1 .boy 


C. C77 
-O.D/ / 


11 


1 00 


15.30 


25 


1607 


C 


ARG 


A 

A 


871 


OO H H A 

22. ii y 


C OQ7 


Q Q^Q 


1 00 

1 .UU 


16.18 


1608 


0 


ARG 


A 

A 


r\—r A 

871 


OO OH C 

2o.2 lb 


-O.O40 


Q ftQ7 

y.oy / 


1 00 

I .UU 


16.90 




1609 


CB 


ARG 


A 

A 


0~7 H 

871 


OA CCD 

20.bbo 


-0.40D 


11 Q7H 


1 00 

1 .UU 


16.99 




1610 


CG 


ARG 


A 

A 


o~7H 

871 


OH OH "7 
2l .O 1 / 


7 7QQ 
-f .foxy 


H O OA.A 


1 00 

I .UU 


20.44 


30 


1611 


CD 


ARG 


A 

A 


871 


OA CCO 

20.OO2 


Q 7CC 

-o./oo 


1^1 QH 

1 0. 1 yu 


1 00 

1 .UU 


22.19 




1612 


NE 


ARG 


A 

A 


871 


OH COA 

2i .o2y 


A 7QC 

-y./ 00 


H Q C7Q 

lO.O/ 0 


1 00 

I .UU 


25.05 




1613 


CZ 


ARG 


A 

A 


871 


OO O A O 

22.248 


-y.ooi 


1/1 7QC 

1 4. / OO 


1 00 

I .UU 


24.87 


35 


1614 


NH1 


ARG 


A 

A 


871 


OO AOC 

22.085 


Q ^1 O 


I 0.000 


1 00 

I .UU 


26.86 


1615 


NH2 


ARG 


A 

A 


871 


OO OOH 

23.221 


1 A /IOC 

-1 0.42O 


I O.UOa 


1 00 

I .UU 


27.12 




1616 


N 


GLU 


A 

A 


872 


OH OAA 

21 .oOO 




ft ftftft 

0.000 


1 00 


17.08 




1617 


CA 


r""* III 

GLU 


A 

A 


872 


o h ecn 
2 1 .bby 


-0.0/ 4 




1 00 

I .UU 


17.70 


AC\ 
41/ 


1618 


C 


/— V III 

GLU 


A 

A 


872 


OO AC H 

22. yb l 


O OOA 

-o.^^y 




1 00 

1 .UU 


16.22 




1619 


o 


GLU 


A 

A 


872 


OO QOC 

2o.82b 


<? QQ9 


O.OU*r 


1 00 

t .UU 


16.64 




1620 


CB 


GLU 


A 

A 


872 


OA C A a 

20.54b 


ft C7H 

-b.b/O 


R R7ft 
0.0/0 


1 00 

I .UU 


20.21 


45 


1621 


CG 


iii 

GLU 


A 

A 


872 


OA A"7A 

20.0/0 


-/ ,y*iu 


R R97 


1 00 

I .UU 


27.32 


1622 


CD 


y-v iii 

GLU 


A 

A 


872 


H A A/1 H 

iy.04 1 


7 ftnn 

-/.OUU 


A 71 R 
»+. / I O 


1 00 

I .UU 


31.24 




1623 


OE1 


/*> iii 

GLU 


A 

A 


872 


HAH QQ 

iy. iyy 


Q ACQ 

-o.uoy 


0.0*f*t 


1 00 

I .UU 


32.65 




H G.OA 
Ib24 


\J\Lc. 




A 


872 


18 068 

\ KJ m \J V/ KJ 


-6.867 


5.018 


1.00 


33.14 


50 


1625 


N 


LEU 


A 


873 


23.109 


-4.927 


7.254 


1.00 


15.48 




1626 


CA 


LEU 


A 


873 


24.304 


-4.230 


6.781 


1.00 


13.64 




1627 


C 


LEU 


A 


873 


25.489 


-4.510 


7.662 


1.00 


13.26 


55 


1628 


0 


LEU 


A 


873 


26.621 


-4.541 


7.185 


1.00 


12.91 




1629 


CB 


LEU 


A 


873 


24.040 


-2.718 


6.664 


1.00 


13.09 




1630 


CG 


LEU 


A 


873 


22.957 


-2.359 


5.640 


1.00 


12.60 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RFCini IF 


# 


Y 

A. 


v 

T 


7 


npp 


Q 
D 


ATOM 

AA 1 \J\Vl 


1631 


CD1 


1 FN 


A 
/A 


R79 
Org 


po one 


_n oar 


5 ft5R 
O.OOO 


1 nn 
I .uu 


19 19 


1632 




1 Fli 


A 
AA 


R79 
Of o 


99 511 

tO.O 1 1 


-9 59Q 
-t.Oty 


4 99Q 
H.tty 


1 nn 
I .uu 


1 9 9Q 

i t.ty 


1633 


N 

IN 


mo 


A 
AA 


R74 
O/H 


9R 997 
tO.tO / 


-4 Rftft 


ft QRO. 


1 nn 


1 A QR 

I H.yo 


1634 


PA 

Lf /A 


UIQ 

nio 


A 
M 


R74 
Of H 


9ft 9Q7 
tO.ty f 


~O.U I 1 




1 nn 
I .uu 


1 R 79 
1 0. / o 


1695 

1 DO 0 


\^ 


HR 
nio 


A 
AA 


R74 

O/H 


9R Q45 


-fi q49 
-O.OHt 


Q RAQ 


1 nn 
1 .uu 


1 R RR 
1 O.OO 


1 R9R 




MR 
nio 


A 
M 


ft74 
Of H 


9R 1 T1 
to. 1 / J 


R 

-O.HOH 


y.o>3y 


1 nn 
i .UU 


1 A CO 
1 O.OO 


1 637 
1 oo/ 


PR 


nio 


A 
AA 


R74 
Of H 


95 795 
tO. / OO 


R 1 R4 
O. I OH 


11 9R1 
I l .OO I 


1 nn 
I .uu 


1 H.uy 




PP 


MR 
nio 


A 
AA 


R74 
Of H 


95 51 q 
cD.D I O 


-\5.O0U 


1 9 HR9 
I t.UOt 


1 nn 
1 .uu 


1 9 R9 
1 O.OO 


1 63Q 


NH1 


MR 
nio 


A 
AA 


R74 
O/ H 


94 qR5 


_0 cap 
-O.OOO 


1 9 7T1 
It.// I 


1 nn 
l .uu 


1 9 7A 
1 1. / H 


1 640 


PD9 


MR 
nio 


A 
/A 


R74 
O/ H 


9R 9.0*} 
tO.OUO 


.9 7RQ 

t. / oy 


1 9 90.4. 
I t.tUH 


1 nn 
I .uu 


1 9 7A 
1 1. / H 


1 641 

1 U*T 1 


\ PF1 


HR 
nio 


A 
/A 


R74 

O / *T 


94 451 


.9 ^Q7 

-t.oy / 


I O.O I o 


1 nn 
I .uu 


1 1 45 
I I .HO 


164? 


NF9 


MR 
nio 


A 
/A 


R74 

O/H 


95 R1 R 

cJ.U I O 


-1 ft7ft 


1 9 QQD 
i t.yyu 


1 nn 

I .UU 


m ft7 
I U.O/ 


1643 

1 OHO 


N 


PI Nl 

O LIN 


A 
AA 


R75 
O/ O 


9R 1 99 
to. I £^ 


_7 9RR 
-/ .OOO 


Q 9Rft 

y .too 


1 nn 
I .uu 


1 ft R7 
I O.O/ 


1644 


PA 


PI N 


A 
AA 


R75 
O/ o 


9R R95 
to. ooo 


-ft R74 
-O.O/ H 


ft ft59 
O.OOO 


1 nn 
I .uu 


1 Q 45 

i y.HO 


1645 


p 

L/ 


PI M 

OLIN 


A 
AN 


R75 
0 1 o 


97 994 

t / .OtH 


-ft 591 
-O.Ot I 


7 4Q1 

/ .ny I 


1 nn 
I .uu 


1 ft 97 
I O.O/ 


1 R4R 

1 OHO 




PI Nl 
O LIN 


A 
AA 


R75 
O/O 


9ft 49ft 


_Q H99 
-y.Utt 


/ .tyn 


1 nn 
1 .uu 


1 R RR 


1 R47 

1 OH / 


PR 


PI M 

OLIN 


A 
AA 


R75 
Of O 


95 5H7 


_Q "7pC 

-y. / to 


ft 77Q 

o./ /y 


1 nn 
I .uu 


91 RR 
1 1 .OO 


164ft 

1 OHO 


PP 

LrO 


PI W 


A 
AA 


R75 
o/ o 


95 5RR 
tO.OOO 


.10 R75 


Q ftR4 

y.ooH 


1 nn 
I .uu 


9R 7R 
tO. /O 


164Q 


PD 


PI N 
O LIN 


A 
AA 


R75 
o / o 


9fi RR1 
tO.OO I 


-11 Q^ft 
1 1 .yoo 


Q R71 
y.o/ I 


1 nn 

I .UU 


9R 74 
tO. / H 


1 650 


OF1 


PI M 
OLIN 


A 
AA 


R75 
Of o 


97 ft71 
t f .Of I 


-11 R94 

I I .OtH 


Q R54 

y.ooH 


1 nn 
I .uu 


97 9R 
t/ .OO 


1 651 


NF9 


PI M 
OLIN 


A 
AA 


R75 
Of O 


9R 9ftR 
to. too 


-1 9. 9fi4 
I O.tUH 


Q RftQ 

y.ooy 


1 nn 
I .uu 


97 Q9 

t/.yo 


1659 


IN 


PMF 

r n c 


A 
AA 


R7R 
Of o 


9R 797 
to. l Of 


-7 794 
" / . / tH 


R 507 
o.oy / 


1 nn 

1 .uu 


1ft A7 
I O.H/ 


1653 


PA 


PMF 
i nc 


A 
AA 


R76 

OfU 


97 33R 

t / .OOO 


-7 51 5 


5 9Rn 

o.tou 


1 nn 
I .uu 


1 ft 99 
I O.tt 


1654 

1 UOH 


P 


PMF 

i n l 


A 
AA 


R7R 

OfU 


9ft RRQ 


-R ft71 

O.O/ 1 


5 409 
O.HOO 


1 nn 
I .uu 


17 7R 
I / . / O 


1 fi55 


o 


PMF 

n iL 


A 
AA 


R7R 
Of o 


9Q RR7 


-7 41 9 

f .H 1 t j 


4 Q90 


1 nn 

i .uu 


17 Q5 
i / .yo 


1656 


PR 


PHF 


A 
AA 


R7R 
o/ o 


9fi 459 

tO.HOO 


-R R41 
"O.OH I 


4 ^77 
H.O/ / 


1 nn 

I .uu 


1Q 95 

i y.to 


1 657 

1 O O 1 


wO 


PMF 
rriL 


A 
AA 


R7R 
o / o 


96 QRR 


-fi 50R 
"O.OUO 


9 Q54 
t.yoH 


1 nn 

I -UU 


1 Q R9 

i y.oo 


1 65ft 
1 ooo 


pni 

OL/ 1 


PMF 


A 
AA 


R7R 

O/O 


9ft 03ft 
to .OOO 


-5 R75 
"O.O f o 


9 R57 
t .OO / 


1 nn 

I ,UU 


1 ft 07 
i o.y / 


165Q 


PD? 

VS 1— ' t 


PHF 


A 
AA 


R7R 

O / O i 


9fi 3fl0 
to.oou 


-7 99R 
/ . tto 


1 Q17 

i .<j i / 


1 nn 

l .uu 


1Q on 
i y.yu 


i66n 

1 ooo 


PF1 

VL 1 


PMF 


A 
AA 


R7R 
O/ o 


9ft 51 Q 

tO.O 1 57 


-5 55ft 

O.OOO 


1 343 

1 .OHO 


1 nn 

I .uu 


9n qn 

tU.OU 


1661 


CE2 


PHE 

ill ^— 


A 


876 


26 857 


-7 113 


0 597 


1 00 


20 70 


1662 


cz 


PHE 


A 


876 


27.926 


-6.281 


0.310 


1.00 


18.82 


1663 


N 


THR 


A 


877 


28.741 


-5.732 


6.086 


1.00 


17.85 


1664 


CA 


THR 


A 


877 


30.002 


-5.024 


6.215 


1.00 


17.77 


1665 


C 


THR 


A 


877 


31 .040 


-5.884 


6.900 


1.00 


17.52 


1666 


O 


THR 


A 


877 


32.208 


-5.849 


6.514 


1.00 


16.51 


1667 


CB 


THR 


A 


877 


29.855 


-3.641 


6.915 


1.00 


18.24 
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TABLE 8 (continued) 
THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM | 


ATOM TYPE 


RESIDUE | 


# r 


X 


Y 


7 


OCC 


B 


ATOM 


1668 T 


OG1 


THR T 


A 1 


877 


30.954 


O OAfl 


ft S25 


1 00 


19.13 


1669 | 


CG2 


THR T 


A 1 


877 j 


29.868 


O 7AR 
-O./ DO 


ft 444 

O. III 


1 00 


17.92 


1670 I 


N 


PHE 1 


A 1 


878 


30.634 


-D.D I U 


7 Q43 I 


1 00 


1 8.06 | 


1671 [ 


CA 


PHE 1 


A I 


878 


31 .559 


-/.OUl 


ft ££,1 
0.00 1 


1 00 


19.20 


1672 I 


C 


ph! j 


A 


878 j 


32.176 | 


-O.OD/ 


7 79S 


1 00 


18.91 


1 673 | 


O 


PHE r 


A 1 


878 


r> f*\ A f\f\ 

33.400 




7 fi70 


1 00 


17.63 


1674 I 


ci 


ph! 1 


A 1 


878 1 


30.863 


o orn 


q ftos 


1 00 


19.53 


1675 I 


CG 


PHE 1 


A 


878 1 


31 .731 ! 


-y.^u 


1 H 4R4 '• 


1 00 


20.60 


I 1676 | 


CD1 


PHE 1 


A 


878 1 


32.681 


O QOQ 


11 414 


1 00 


19 88 


1677 I 


CD2 


PHE T 


A I 


878 


31 .623 




1 n 1 so I 


1 00 


20.59 


I 1678 I 


CE1 


ph! [ 


A I 


878 1 


33.518 


-9.774 


a 0 nnft 


1 00 


22 10 


1679 I 


CE2 


PHE 


A 


878 1 


32.454 


H i COO 
-1 1 .DO£. 


1 n tVa\ 


1 00 


20.21 I 


j 1680 I 


CZ l 


PHE 1 


A 1 


878 1 


33.403 | 


A A A OQ 

-11 .1 OO 


11 Afin 

I I .DDU i 


1 00 


20 82 I 


I 1681 | 


N I 


ASP [ 


A 


879 | 


31 .326 I 


-y.^bo 


R Q7^ I 


1 00 


19 57 I 


j 1682 | 


CA j 


ASP j 


A 


879 1 


31 .800 


-IU.oUI 




1 00 


20 02 1 


1683 I 


C J 


ASP j 


A 


879 1 


32.723 


-9.D04 


c nA4 ' 
O.VJ*tH- 


1 00 


20 35 


1684 


o I 


Aip 


A 


879 


33.802 


-10.171 


A 7*37 
Of 


1 00 


20 51 


1685 


CB 


ASP 


A 


879 


30.622 


-j rv nvo 




1 00 


20 24 


j 1686 


CG 


j ASP 


A 


879 


29.693 


A A TO /I 

-11.724 


c OH7 


1 00 

1 .\J\J 


22 04 ! 


1687 


OD1 


ASP 


A 


1 879 


| 30.122 


H O ATO 
-12.0/11 




! 1 00 


23 16 ! 


1688 


OD2 


ASP 


A 


j 879 


j 28.520 


j -11.968 


C QQ7 


! 1 no 


21 98 


1689 


N 


j [iu 


A 


880 


I 32.342 


-8.472 


/i Ran 


1 00 


20 77 

mil J 


1690 


| CA 


J LEU 


A 


1 880 


33.149 


1 -7.77b 




I 1 00 


20 33 1 


1691 


I C 


j LEU 


A 


1 880 


| 34.529 


-7.49b 


a 1 *5ft 


1 1 00 


20 40 1 


1692 


I 0 


j LEU 


A 


1 880 


I 35.513 


1 -7 700 
-(.(do 




1 00 


21.41 I 


j 1693 


I CB 


LEU 


A 


1 880 


32.484 


-6.471 


*^ 1 ftn 


1 1 00 


20 23 


1694 


CG 


LEU 


A 


1 880 


33.089 


C OOQ 
-D.OOO 




1 1 00 


18 50 


1695 


CD1 


1 [iu 


A 


J 880 


33.310 


-b.OOD 


n ass 


1 1 00 


19.38 


1696 


1 CD2 


1 [iu 


A 


880 


I 32.159 


-4.762 


1 A77 
1 .4/ / 


1 00 


18 07 


j 1697 


j N 


LEU 


A 


| 881 


| 34.602 


-7.U4U 


c 07c 

O.O/ D 


' 1 00 


20 90 


1698 


j CA 


LEU 


A 


881 


35.882 


0 -700 
| -6.7<£o 


fi ni 1 


I 1 00 


20 84 


1699 


C 


LEU 


A 


881 


I 36.818 


-7.923 


6.188 


1.00 


21.55 


1700 


I ° 


1 [iu 


A 


881 


38.055 


-7.806 


6.107 


1.00 


21.03 


1701 


1 CB 


1 [iu 


A 


881 


35.651 


1 -6.055 


7.364 


1.00 


19.23 


1702 


1 CG 


1 [iu 


A 


881 


I 36.989 


-5.773 


8.031 


1.00 


19.26 


j 1703 


CD1 


\ [iu 


A 


881 


37.662 


-4.593 


7.350 


1.00 


19.67 


! 1704 


1 CD2 


LEU 


A 


881 


36.810 


-5.514 


9.500 


1.00 


18.92 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


%. A 

X 


Y 


z 


occ 


B 


ATOM 


1705 


N 


ILE 


A 


882 


36.230 


-9.063 


6.492 


1.00 


22.39 


1706 


CA 


ILE 


A 


A 

882 


37.013 


-10.265 


6.671 


1.00 


23.63 


1707 


C 


ILE 


A 


882 


37.668 


-10.643 


5.340 


1.00 


24.48 


1708 


0 


ILE 


A 


j*V j-v 

882 


38.859 


-10.953 


5.290 


1.00 


24.23 


1709 


CB 


ILE 


A 


882 


36.136 


-11.390 


7.248 


1.00 


23.00 


1710 


CG1 


ILE 


A 


882 


35.749 


-11.006 


8.675 


1.00 


22.91 


1711 1 


CG2 


ILE 


At 

A 


v-i jr-v 

882 


36.855 


-12.729 


7.185 


1.00 


22.75 


1712 


CD1 


ILE 


A 


882 


36.922 


-10.412 


9.491 


1.00 


22.94 


1713 


* * 

N 


LYS 


A 


883 


36.908 


-10.541 


4.256 


1.00 


25.73 


1714 


CA 


LYS 


A 


883 


37.441 


-10.868 


2.945 


1.00 


28.25 


1715 


c 


LYS 


A 


883 


37.749 


-9.657 


2.061 


1.00 


30.08 


1716 


o 


LYS 


A 


883 


37.823 


-9.790 


0.841 


1.00 


30.81 


1717 


CB 


LYS 


A 


883 


36.492 


-11.820 


2.211 


1.00 


27.47 


1718 


CG 


LYS 


A 


883 


35.140 


-11.240 


1.932 


1.00 


27.17 


1719 


CD 


ft v y 

LYS 


A 


883 


34.293 


-12.163 


1.109 


1.00 


27.60 


a w 

1720 


CE 


LYS 


A 


883 


32.926 


-11.544 


0.899 


1.00 


28.94 


1721 


NZ 


LYS 


A 


883 


32.036 


-12.319 


-0.003 


1.00 


29.99 


1722 


N 


SER 


A 


884 


37.976 


-8.495 


2.672 


1.00 


32.24 


1723 


CA 


a^\ «^ n 

SER 


A 


884 


38.268 


-7.260 


1.938 


1.00 


33.66 


1724 


C 


Mb 

SER 


A 


884 


39.500 


-7.349 


1.042 


1.00 


35.48 


1725 


o 


SER 


A 


884 


39.491 


-6.867 


-0.087 


1.00 


35.08 


1726 


CB 


SER 


A 


884 


38.440 


-6.106 


2.921 


1.00 


32.96 


1727 


OG 


SER 


A 


884 


39.466 


-6.384 


3.856 


1.00 


32.02 


1728 


N 


HIS 


A 

A 


885 


40.557 


-7.969 


1.556 


1.00 


38.15 


1729 


CA 


HIS 


A 


885 


41.815 


-8.138 


0.824 


1.00 


40.84 


1730 


C 


HIS 


A 


885 


41 .682 


-9.017 


-0.432 


1.00 


41.12 


1731 


0 


ft ft ■ f**S 

HIS 


A 


885 


42.563 


-9.010 


-1.288 


1.00 


41.51 


1732 


CB 


HIS 


A 


885 


42.882 


-8.688 


1.789 


1.00 


43.70 


1733 


CG 


HIS 


A 

A 


885 


44.032 


-9.392 


1.124 


1.00 


47.44 


1734 


ND1 


i it fx 

HIS 


A 


885 


45.172 


-8.737 


0.704 


1.00 


49.20 


1735 


CD2 


HIS 


A 

A 


nor 

885 


44.240 


-10.707 


A OCA 

0.860 


■4 A A 

1 .00 


49.14 


1736 


CE1 


HIS 


A 


885 


46.034 


-9.615 


0.217 


1.00 


49.74 


1737 


NE2 


HIS 


A 


885 


45.493 


-10.818 


0.300 


1.00 


50.17 


1738 


N 


MET 


A 


886 


40.586 


-9.762 


-0.544 


1.00 


41.14 


1739 


CA 


MET 


A 


886 


40.372 


-10.639 


-1 .686 


1.00 


41.17 


1740 


C 


MET 


A 


886 


39.455 


-10.074 


-2.761 


1.00 


40.68 


1741 


O 


MET 


A 


886 


39.535 


-10.476 


-3.923 


1.00 


41.66 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 


ATOM 


ATOM TYPE 


RESIDUE 

1 ■ ^_X_/ I ft— S V-/ I— 


# 


X 


v 
i 


7 


OPP 


D 


ATOM 


1742 


CB 


MET 


A 


886 


39 859 


-11 Q8Q 

1 1 .uuu 


-1 91? 


1 nn 


4^ n8 


1743 


CG 


MET 

ft w I 1«* 1 


A 


886 


40 928 

t U p U£.U 


-12 860 


_f) 584 


1 nn 

1 . UU 


45 5Q 


1744 


SD 


MET 


A 


886 


40 175 

IV - 1 F U 


-14 113 


0 457 


1 nn 


5n 78 
uU. / O 


1745 


I CE 


MET 


A 


886 

UUU 


39 069 

UU .uuu 


-14 Q71 


_n 795 

u. / ^u 


1 nn 

I .UU 


48 51 


1746 


N 


VAL 


A 


887 


38 542 

UU • U 1 


-9 1Q3 

U. 1 UU 


-9 ^70 


1 nn 

I .UU 


95 


1747 


CA 


VAL 


A 


887 

uu i 


37 637 

U 1 . UU » 


-8 5R5 


u.uuu 


1 nn 

I .UU 


°/7 55 
O / .uu 


1748 


c 


VAL 


A 


887 


38 145 

UU ■ 1 ~U 


-7 168 

/ . 1 UU 


_Q 709 

U. / \J£. 


1 nn 

I .UU 


^7 n8 

u/ .UO 


1749 


0 


VAL 


A 


887 


37 484 

U * - i u^ 


-fi 444 


-4 449 


1 nn 

I .UU 


^7 9fi 
u / .cXi 


1750 


CB 


VAL 


A 


887 


36 187 

UU ■ IU> 


-8 45Q 


-9 8H9 


1 nn 
I .uu 


17 1 Q 
0/ . iy 


1751 


CG 


VAL 

W I \ ft— 


A 


887 


35 526 

UU . JL.U 


_q qoq 


-9 75fi 


1 nn 
I .uu 


0.7 /1Q 


1752 


CG2 


VAL 


A 


887 


36 175 

UU. 1 / u 


-7 817 

/ .U 1 / 


-1 49Q 


1 nn 

I .UU 


^R QQ 


1753 


N 


SER 


A 


888 


39 320 

UU .u^u 


-fi 80Q 


_Q 1QO 
u. 1 OO 


1 nn 
I .uu 


*55 an 


1754 


CA 


SER 

V-/ ft— ■ 1 


A 


888 

uuu 


39 955 

UU .uuu 


-S 51 5 

U.U I u 


_Q 407 


1 nn 

I .uu 


^5 n5 


1755 


c 


SER 


A 


888 

uuu 


3Q 21 fi 

UC7 .t_ 1 U 


-4 PQO 


-9 8Q8 


1 nn 
I .uu 


*54 97 
u*f 


1756 


O 


SER 


A 


888 

uuu 


3Q 402 

uu .^Ut, 


U. I / i7 


_o one 


1 nn 


0*f. /0 


1757 


CB 


SER 


A 


888 

uuu 


40 231 

"U .^_U 1 


-5 ^4P 


-4 Q9Q 


1 nn 
I .uu 


Q5 9Q 


1758 


OG 

x^ x^ 


SER 


A 


888 


41 315 

*+ 1 .uuU 


-fi 1^ 

O. 1 uu 




1 nn 
I .uu 


OO. / 


1759 


N 


VAL 

V Ml- 


A 


889 

UU C7 


38 3Q1 

UU . Uu 1 


-4 485 


-1 875 
- I .O/ D 


1 nn 
I .uu 


*59 70 


1760 


CA 


VAL 


A 


889 


37 636 
u / .uuu 


O.OOD 


-1 98°. 


1 nn 
1 .uu 


\3 I .OU 


1761 


c 

x^ 


VAL 


A 


889 

UUC7 


18 410 

JO.t 1 u 




U.UD'r 


1 nn 
I .uu 


u 1 .OO 


1762 


o 


VAL 

V / V 1 — 


A 


889 

UUC7 


38 855 

UU .uuu 


-9 8Q5 


H 848 


1 nn 
I .uu 


19 9A 


1763 


CB 


VAL 


A 


889 

UOu 


Ifi 944 


_Q QC7 
u.Ou/ 


-0 779 


1 nn 
I .uu 


ou. /y 


1764 


CG1 


VAL 


A 


889 

uu c 


35 50Q 

UU . UU u 


-2 7PQ 

/ ^.u 


.n 055 
U.uuu 


1 nn 

I ,UU 


in 1 9 

OU. I<i 


1765 


CG2 

X-^ Xj»* In 


VAL 


A 


889 


35 41 0 I 

OJ.T 1 U 


-4 ^R4 


-1 oni 

1 .uuu 


1 nn 
I .uu 


OU.UO 


1766 


N 


ASP 


A 


890 


38 6Q2 


-1 7P4 


n 1 5fi 

U. 1 3D 


1 nn 

1 .uu 


11 1 n 

u I . I u 


1767 


CA 

X^V 1 


ASP 


A 


890 

UUU 


3Q 384 

uu .ut»*+ 


-1 498 


1 414 


1 nn 
I .uu 


in wn 
ou.ou 


1768 


c 


ASP 


A 


890 


38 R2Q 

uu . u*_ u 


-0 4QT 

u .*+uO 


9 ^98 


1 nn 
I .uu 


9ft ^1 


1769 


o 


ASP 

/» x-/ 9 


A 


890 

UUU 


37 88Q 

U / . U U U 


0 ^7Q 

u.O ^ u 


1 88Q 
1 .OO u 


1 nn 
1 .uu 


97 Qfi 

^/ ,yo 


1770 


CB 

x^ * 


ASP 


A 


890 

uuu 


40 84Q 

"u . u^u 


-1 nQ^ 

1 .uuu 


1 9Qfi 


1 nn 

I .uu 


11 fiQ 


1771 


CG 


ASP 


A 


890 

uuu 


41 720 


-1 Q4Q 

1 .57*tu 


9 9R1 


1 nn 

I .uu 


15 QR 

oo.yo 


1772 


OD1 


ASP 


A 


890 


41 .248 


-2.314 


3.373 


1.00 


35 86 


1773 


OD2 


ASP 


A 


890 


42.882 


-2.260 


1.901 


1.00 


37.33 


1774 


N 


PHE 


A 


891 


38.761 


-0.782 


3.610 


1.00 


26.20 


1775 


CA 


PHE 


A 


891 


38.096 


-0.045 


4.661 


1.00 


24.15 


1776 


C 


PHE 


A 


891 


39.036 


0.942 


5.305 


1.00 


24.58 


1777 


O 


PHE 


A 


891 


40.150 


0.574 


5.695 


1.00 


25.30 


1778 


CB 


PHE 


A 


891 


37.595 


-1.027 


5.732 


1.00 


20.51 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 

r\ 1 W IV! 


ATOM TVPC 
m i \ji\n i t re 


ppQini ip 
ntoiuut 


u 
It 


v 


v 

T 


7 


ooo 
o*oo 


D 
D 


ATOM 
Al VJIVI 


177Q 


oo 


PUP 

rnt 


A 


oy i 


qa cm 

OO.OU I 


-1 Q*V7 
i .yo/ 


A O^Q 


1 nn 

1 .VJU 


i 1 o.oo 


I f OU 


phi 


PUP 


A 
A 


on i 

oy i 


QA 7A1 
OO. / 4 1 


.9 AQO 


4.^00 


1 nn 
1 .uu 


1 C AO 


1 7A1 
I / O I 


Out 


pup 


A 

A 


AQ 1 

oy i 


qc OQQ 


-1 AOA 

I .o^o 


R 770 
O. / / o 


1 nn 

1 .uu 


1 A 07 
1 4.0/ 


17QO 

1 foe. 


opi 


pup 
rnt 


A 
A 


oy 1 


oc 7on 


O 70C\ 

-o. OU 


Q QQO 


1 fin 
1 .UU 


1 q cn 

1 O.OU 


A 7QQ 
1 foO 


ot^ 


PUP 

rnt 


A 

A 


oy i 


oa ooc\ 
oh.c.caj 


O CylQ 


C QQC 
D.OOO 


1 nn 
1 .UU 


1 vt n/i 
I4.U4 


•1 7QA 
1 / 04 


07 
0£ 


PUP 

rnt 


A 
A 


oy i 


OA A (17 
04.40/ 


Q CP17 
-0.0U/ 


A QCQ 
4. OOO 


1 nn 
l .UU 


AO AO 
I 0.40 


A 7QA 
1 / OO 


M 
IN 


rnU 


A 

A 


QQO 

oy^ 


OO.OUO 


Q OOQ 


0.40Y 


1 nn 
1 .UU 


OQ QQ 


A 7AA 


oa 

OA 


POO 

rnU 


A 
A 


oy^ 


QQ AAA 
oy .441 


O OOA 


c ncn 
o.UoU 


1 nn 

1 .UU 


OQ A A 

do.** 1 


1 7Q7 
I (Of 


O 


PRO 

rnO' 


A 
A 


oy^ 


oq ere 

oy.ooo 


O QCC 
*£.000 


7 con 


1 nn 
1 .UU 


OO OA 


1 7AA 
1 / OO 




PDA 

rnU 


A 

A 


oy^ 


QQ OQ7 

oo.oo/ 


o non 
^.uyu 


O.U/ o 


1 nn 
1 .uu 


OO 70 
C.C.. f c. 


17AQ 

1 / oy 


or 


PRO 
rnU 


A 

A 


QQO 


QQ COO 

O0.OO£ 


A A&R 
4.400 


o.y4U 


1 nn 

1 .uu 


OO OA 

C.O.C. 1 


1 70H 
I f 5JU 




PRO 


A 
A 


AQO 


Q7 7QC 

of . / yo 


A OAA 
4.^4 1 


4./ 40 


1 nn 
I .uu 


OO A O 

c.o. i y 


1 7Q1 

i / y i 


on 

OU 


PRO 


A 
A 


QQO 

oy^ 


Q7 Q7R 
Of .Of 0 


O RAA 


4.yuy 


1 nn 
I .uu 


OO AA 


17Q9 
1 / \ic. 


M 
IN 


Ol 1 1 


A 

A 


AQQ 

oyo 


AC\ A1 Q 

4u.oi y 


O.O I / 


ft 1 C7 
0. 1 0/ 


1 nn 
1 .uu 


OA ec 


A 7QQ 
I /»0 


oa 

UM 


Ol 1 1 


A 

A 


AQQ 

oyo 


Af\ QQ.A 

4u.yo4 


Q OC7 


Q CCC 

y.ooo 


1 nn 
1 .uu 


oc cn 


170A 
1 /y4 


O 


Ol 1 1 


A 

A 


AQQ 

oyo 


QQ pen 

oy.ooy 


Q C\CA 
O.UD4 


1 u.ooo 


1 nn 
I .uu 


OA OA 


1 7QA 

i /yo 


o 


Ol 1 1 


A 

A 


OQO 

oyo 


QO 7 An 

oy. / ou 


1 QQO 

i .yy^ 


11.1 ou 


1 nn 
1 .uu 


07 OQ 

C.f .CJ3 


17QA 

i / yo 


OR 


Ol 1 1 


A 
A 


QQO 

oyo 


A1 QQA 
41 .000 


A QQC 
4.000 


I U.U/il 


1 nn 
1 .UU 


oq on 
^o.yu 


1 7Q7 

i /y/ 


Ota 


Ol 1 1 
OLU 


A 
A 


QQQ 

oyo 


AO QQQ 

4^.o<£y 


A A QO 

4. i y<c 


1 1 cno 
1 1 .ouy 


1 nn 
1 .uu 


QQ QA 

oo. yo 


1 7QA 

i / yo 


OU 


Ol 1 1 
OLU 


A 


893 


AO AAA 
4^.441 


A AQQ 

o.4yo 


1 O OftO 

1 C..C.OV 


1 nn 

1 .uu 


Q7 QA 
Of .OO 


17QQ 

i /yy 


Ut I 


Ol 1 1 
La LU 


A 


893 


AO QAA 
40.000 


A OQO 


A A QCC 

1 1 .yoo 


1 nn 
1 .uu 


QQ AQ 

oy.oy 


lOUU 




Ol 1 1 


A 


893 


AA AOA 


A 79Q 
0. / £33 


AO OAR 
1 0.c. 1 O 


1 nn 
I .uu 


QO OA 

oy.o4 


1 Am 

I OU I 


M 
IN 


i VI C 1 


A 


894 


0Q nco 
oy.uo^ 


4.U/D 


1 n 7P.O 

I U. / Oc. 


1 nn 
I .uu 


OA n7 


1 Ano 


OA ' 
OA 


MPT 
Ml 1 


A 


894 


Q7 QCQ 

of .yoo 


O Q7A 

o.y /4 


11 7AA 
II./ 44 


1 nn 
1 .uu 


OA OA 
C.O.C.O 


A AnQ 
I QUO 


o 
o 


MPT 
IVI 1 1 


A 


894 


QC Q07 


0 Q1P. 

t.y i o 


1 1 OQO 

1 1 .oyo 


1 nn 
I .uu 


OA AQ 
*:4.oy 


l OK)'* 


O 


M PT 
IVI 1 1 


A 894 


QC. QQ7 
OO.OO f 


O Q11 
t.O 1 1 


1 O 9Q7 
I C..C.O f 


1 nn 
1 .uu 


OA AA 
^4.04 


1 ouo 


OR 
OD 


M PT 
IVI tz 1 


A 


894 


Q7 Q1 Q 

Of .O I o 


007 

D.OOf 


11 QRA 

i i .yo*f 


1 nn 
I .uu 


OA Qn 

^O.OU 


I ouo 


OO, 
OO 


MPT 
IVI 1 1 


A 


894 


qa oaa 
oo.^oo 


^AQ 

o.ooy 


i ^.ouy 


1 nn 
I .uu 


00 AA 


I OU/ 


on 
OU 


MPT 
IVI 1 1 


A 


894 


QA AA7 
OO . 04 / 


c. Q0R 

o.y^o 


1 A 1 AA 
I *f . I 44 


1 nn 
I .uu 


or m 

OO.U I 


1 AHA 
I ouo 


OP 

O t 


MPT 
IVI t 1 


A 


894 


Q7 OfiO 
Of .^Dv 


o.oou 


1 ^ 0^7 


1 nn 
I .uu 


OC QA 

oo.yo 


1809 


N 


MET 

IVI 1— 1 . 


A 895 


36 662 


2 743 


10 102 

1 v. 1 \JC— 


1 00 


23 64 


1810 


CA 


MET 


A 


895 


35.705 


1.738 


9.645 


1.00 


22.83 


1811 


C 


MET 


A 


895 


36.171 


0.328 


10.032 


1.00 


22.26 


1812 


0 


MET 


A 


895 


35.469 


-0.383 


10.714 


1.00 


22.26 


1813 


CB 


MET 


A 


895 


35.487 


1.824 


8.135 


1.00 


21.32 


1814 


CG 


MET 


A 


895 


34.669 


3.006 


7.693 


1.00 


21.17 


1815 


SD 


MET 


A 


895 


33.044 


3.064 


8.432 


1.00 


20.56 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM I 


ATOM TYPE | 


RESIDUE 


# 1 


X | 


Y 1 


z 


OCO 




ATOM I 


1816 I 


CE I 


MET 


A T 


895 1 


32.088 T 


2.305 


—r one 

7.205 


1 nn 
I .UU 


22 ft1 


1817 T 


N I 


ALA 


A | 


896 


37.362 | 


-0.066 


9.01b 


1 nn 
1 .uu 


oo nfi i 


1818 I 


CA I 


ALA 


A 


896 


37.867 1 


-1.378 


y.yoo 


1 nn 


22 36 


1819 I 


C I 


ALA 


A T 


896 1 


37.914 | 


-1.581 


A A A OA i 

11.460 


1 nn 

1 .UU 




1820 | 


o I 


ALA 


A 


896 


37.520 T 


-2.630 




1 nn 
I .uu 


29 R7 


1821 | 


CB I 


ALA I 


A 


896 


39.243 I 


-1.588 


r\ oca i 

9.350 


«. nn 
1 .uu 


22 ^fi I 


1822 | 


N | 


GLU | 


A 1 


897 T 


38.377 T 


-0.586 


A r% o A O I 

12.21^ I 


a nn 
1 .UU 


29 Q2 


1823 


CA T 


GLU I 


A 


897 


38.455 J 


-0.724 


a o etc ii 


1 nn 
1 .UU 


24 n^ 1 


I 1824 | 


C I 


GLU | 


A | 


897 | 


37.076 | 


-0.901 


14.276 


4 r\r\ 

I .UU 


oq nn 


1825 I 


o I 


GLU I 


A 


897 


36.873 [ 


-1 .774 


15.094 | 


nn 1 
l .UU 


00 QC. 


1826 I 


CB I 


GLU I 


A 


897 


39.128 I 


0.502 


14.313 


4 C\C\ 

1 .00 [ 


nc QQ 1 


I 1827 J 


CG | 


GLU J 


A 1 


897 


39.288 [ 


0.390 


A r~ O A A I 

15.841 


i nn 
1 .UU 


07 ^n 


I 1828 I 


CD I 


GLU J 


A 


897 1 


39.150 


1.718 


A /"» rrr 1 

16.555 


1 nn 
1 .UU 


97 Aft i 
<:/ .oo 


1829 I 


oii [ 


GLU I 


A J 


897 


40.150 I 


2.453 


16.674 


4 r\A 1 
1 .UU 




1830 | 


OE2 


GLU I 


A J 


897J 


38.036 I 


2.018 


A "7 AH O 

17.013 


•i nn 1 
1 .UU 


9Q 22 


I 1831 


N ~J 




A 


898 J 


36.129 


-0.071 


13.884 j 


■*. nn 
i .UU 


Of? 1 Q 


1832 I 


CA 


ILE 


A 


898 


34.801 


-0.178 


14.459 


•i nn 
1 .UU 


01 ftft 
tL I .DO 


1833 


C 


iLi 


A 


898 


34.080 


-1 .398 


13.968 


1 .UU 


on aq 


1834 


1 ° " 


iUi 


A 


898 


33.228 


-1.917 


14.656 


■< nn 
i .UU 


01 on 
i .yu 


1835 


CB 


ILE 


A 


898 


33.940 


1 .077 


14.196 


4 An 
1 .UU 


01 ft*^ 


1836 


CGI 




A 


898 


| 34.438 


[ 2.233 


15.043 


h nn 
1 .UU 


OO ftO 


1837 


CG2 


iLi 


A 


898 


32.478 


0836 


4 4 TT e%~T 

14.587 


! -t nn 
1 1 * uu 


OO Rft 


1838 


CD1 


iLi 


A 


898 


33.490 


| 3.390 


A i~ f\ A A 

15.019 


[ -i nn 
i .UU 


! 09 -11 


1839 


I ^ 




899 


34.410 


I -1 .860 


12.781 


1 a. nn 
1 .UU 


H Q CO 


1840 


| CA 


I ^ I A 


899 


33.747 


1 -O027 


12.248 


1 h nn 
1 .UU 


1 Q AO 


[ 1841 


C 


ILE A 


899 


I 34.305 


-4.338 


4 O OOO 

12.832 


1 nn 
1 .UU 


iQ 09 


1842 


1 0 


ILE 


A 


899 


33.571 


-5.300 


12.982 


1 .UU 


1 Q Qft 

i y.yo 


1843 


CB 


ILE 


A 


899 


33.758 


-3.014 


10.706 


h nn 
1 .UU 


10, 12 


1844 


1 CGI 




A 


899 


32.987 


-1 .786 


A f\ A OT 

10.187 


i nn 
l .UU 


I O.UU 


1845 


1 CG2 


1 ^ 


A 


899 


33.095 


-4.285 


A f\ A C~7 

10.157 


i nn 
1 .UU 


1 ft 71 
1 o. / ■ 


1846 


1 CD1 




A 


899 


33.054 


-1 .588 


8.683 


a r\f\ 

1 .00 


-1 k nt^ 
1 D.UO 


1847 


N 


SER 


A 


900 


35.565 


-4.344 


13.233 


1.00 


19.03 


1848 


1 CA 


1 sii 


A 


900 


36.177 


-5.518 


13.822 


1.00 


19.74 


I 1849 


I ^ 


1 sIr 


A 


900 


| 36.135 


-5.502 


15.355 


1.00 


20.48 


1850 


O 


SER 


A 


900 


36.352 


-6.521 


16.010 


1.00 


21.19 


1851 


~| CB 


1 SER 


A 


900 


37.614 


-5.631 


13.340 


1.00 


19.62 


1852 


! OG 


| SER 


A 


900 


38.368 


-4.478 


13.683 


1.00 


22.08 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


^•m^, j-.. 

occ 


B 


ATOM 


5 


1853 


N 


VAL 


A 


901 


35.866 


-4.346 


15.939 


1.00 


20.99 




1854 


CA 


VAL 


A 


901 


35.808 


-4.235 


17.396 


1.00 


20.43 




1855 


C 


VAL 


A 


901 


34.397 


-4.087 


17.935 


1.00 


20.42 


10 


1856 


o 


VAL 


A 


901 


33.999 


-4.823 


18.841 


1.00 


21.68 




1857 


CB 


VAL 


A 


901 


36.705 


-3.074 


17.927 


1.00 


20.22 




1858 


CG1 


VAL 


A 


901 


36.407 


-2.785 


19.382 


1.00 


20.37 


15 


1859 


CG2 


VAL 


A 


901 


38.168 


-3.436 


17.782 


1.00 


18.81 


; 1860 


N 


GLN 


A 


902 


33.614 


-3.187 


17.350 


1.00 


19.34 




; 1861 


I CA 


GLN 


A 


902 


32.264 


-2.957 


17.828 


1.00 


17.55 


■ 


1862 


C 


GLN 


A 


902 


31.145 


-3.766 


17.207 


1.00 


16.24 


20 


1863 


O 


GLN 


A 


902 


30.337 


-4.326 


17.938 


1.00 


15.40 




1864 


CB 


GLN 


A 


902 


31.929 


-1.476 


17.735 


1.00 


19.32 




1865 


CG 


GLN 


A 


902 


32.952 


-0.579 


18.371 


1.00 


20.82 


25 


1866 


CD 


GLN 


A 


902 


33.089 


-0.776 


19.861 


1.00 


23.15 


1867 


OE1 


GLN 


A 


902 


32.211 1 


-1 .336 


20.528 


1.00 


23.22 




1868 


NE2 


GLN 


A 


902 


34.197 


-0.288 


20.404 


1.00 


25.36 




1869 


N 


VAL 


A 


903 


31.075 


-3.810 


15.872 


1.00 


15.79 


30 


1870 


CA 


VAL 


A 


903 


30.025 


-4.552 


15.144 


1.00 


15.22 




1871 


C 


VAL 


A 


903 


29.860 


-6.010 


15.605 


1.00 


14.74 




1872 


O 


VAL 


A 


903 


28.732 


-6.489 


15.693 


1.00 


14.48 


35 


1873 


CB 


VAL 


A 


903 


30.195 


-4.461 


13.594 


1.00 


14.30 


1874 


CG1 


VAL 


A 


903 


29.159 


-5.314 


12.883 


1.00 


13.20 




1875 


CG2 


VAL 


A 


903 


30.012 


-3.005 


13.147 


1.00 


14.90 




1876 


N 


PRO 


A 


904 


30.976 


-6.729 


15.893 


1.00 


14.65 


40 


1877 


CA 


PRO 


A 


904 


30.884 


-8.122 


16.356 


1.00 


15.80 




1878 


C 


PRO 


A 


904 


30.053 


-8.206 


17.632 


1.00 


16.77 




1879 


o 


PRO 


A 


904 


29.151 


-9.039 


17.713 


1.00 


18.38 


45 


1880 


CB 


PRO 


A 


904 


32.350 


-8.481 


16.602 


1.00 


15.45 


1881 


CG 


PRO 


A 


904 


33.014 


-7.830 


15.512 


1.00 


14.60 




1882 


CD 


PRO 


A 


904 


32.377 


-6.425 


15.571 


1.00 


13.72 




1883 


N 


LYS 


A 


905 


30.286 


-7.295 


An rr nf\ 

18.589 


1 .00 


17.00 


50 


1884 


CA 


LYS 


A 


905 


29.525 


-7.292 


19.830 


1.00 


16.34 




1885 


C 


LYS 


A 


905 


28.039 


-7.273 


19.546 


1.00 


15.58 




1886 


O 


LYS 


A 


905 


27.251 


-7.817 


20.297 


1.00 


15.43 


55 


1887 


CB 


LYS 


A 


905 


29.866 


-6.085 


20.668 


1.00 


18.17 


1888 


CG 


LYS 


A 


905 


31.293 


-6.007 


21.132 


1.00 


19.96 




1889 


CD 


LYS 


A 


905 


31 .464 


-4.733 


21 .947 


1.00 


22.09 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPF 

n l uivi 1 1 r tl 


ncoiuuc 


u 

fr 


Y 
/\ 


Y 


7 


OPP 
uuu 


R 


ATOM 
n 1 UIVI 


1QP7 


N 


VAI 
VnL 


A 
n 


Q11 


25 P1Q 


-6 R41 


PP qQ7 


1 nn 


1ft QQ 
1 o.yy 


1QPft 


PA 

Un 


VAI 


A 
n 


Q11 


OA S4S 


-S ^41 


pp qofi 


1 nn 

1 .uu 


1 7 4Q 
1 1 .*fy 


1QPQ 


p 

U 


VAI 
VnL 


A 
M 


y i i 


pq Q7Q 




P1 4«\ft 

£. 1 .f JO 


1 nn 


1 7 4ft 

I / .HO 


iQqn 

i you 


U 


VAI 

VnL 


A 
■ n 


y I 1 


pq CA4 


-R m r 

D.U 1 D 


pn q^ft 


1 nn 
I ,uu 


1 7 4n 

I / .HU 


1Qqi 


PR 


VAI 
VnL 


A 
n 


Q1 1 

y I 1 


p^ 


-4 1 qn 


pp n4i 


1 nn 
I .uu 


1 7 RP 


1Qqp 


PP,1 


VAI 
VnL 


A 
n 


a I 1 


PR QPft 


-4 ^^n 


pp mo 


1 nn 
I .uu 


1 R 4ft 
I O.HO 


1Qqq 


POP 


VAI 
VnL 


A 
n 


y 1 1 


OR 0Q4 




pn 7ftft 
^u. / 00 


1 nn 
I .uu 


1 ^ 4fl 
I O.HO 




N 
IN 


1 YQ 
LT O 


A 
n 


Q1 P 
y i ^ 


PP P1Q 
C.C..C. i y 


_c nqp 


P1 ftQR 

c. i .oyo 


1 nn 
I .uu 


1 7 QR 

I 1 .yu 


1Q^ 


PA 

UM 


LT O 


A 
n 


Q1 P 
y i ^ 


P1 HR7 


c 01 n 


pi n7P 

C. \ .\JI £. 


1 nn 
I .uu 


1 q qp 


1QqR 


p 
U 


1 Y^ 

LT O 


A 
n 


Q1 P 
y i ^ 


on pfip 


.q Q4q 


pn onq 


1 nn 
I .uu 


1 Q 7P 

1 y. / c. 


1Q^7 


u 


1 Y9 
LT O 


A 
n 


Q1 P 
y i c 


OH 4^7 


-P Qfl^ 


P1 R^1 


1 nn 


1 Q 4R 
1 y.HO 


1Qqfl 
i yoo 


PR 


1 Y^ 
LT O 


A 

n 


Q1 P 
y i c. 


pn irq 

lu. i oy 


-R qps 


P1 R7P 


1 nn 


P1 17 


1QqQ 


PO 


1 YQ 
LT O 


A 
n 


Q1 P 
y i 


1 Q PR1 
i y.^o i 


C QQQ 


PP fl11 


1 nn 

1 .uu 


OR OA 




pn 


1 Y<^ 
LT O 


A 
n 


Q1 P 
y i c. 


1 y.yyo 


_C OQ7 


P4 nqn 


1 nn 

1 -UU 


pr fiq 


1 Q41 
1 yH 1 


PF 

UC 


1 Y^ 
LT O 


A 
n 


Q1 P 
y i c. 


1Q ^no 

i y.ouy 


_q 07-1 
0.0/ i 


P4 q7n 


1 nn 

1 -UU 


PR *^R 


1 Q4P 




1 Y<^ 
LT O 


A 
n 


Q1 P 
y i £. 


1 ft nPfl 


.0 700 


P4 4^7 


1 nn 

l .uu 


P7 nn 

^ / .uo 


1 Q4q 
I yHO 


M 

IN 


PRO 
r nu 


A 
n 


Q1 q 
y i o 


iq 4Rq 


_o 077 

0.0 / / 


1 Q ft41 
i y . oh 1 


1 nn 

I .uu 


pn 1 q 
^u. 1 0 


1 Q44 

I yHH 


PA 


PRO 
rnu 


A 
n 


'■ Q1 q 
y i o 


1 ft RQq 

i o.oyo 


-P RR^ 


1 Q Rftq 
i y.000 


1 nn 

I .uu 


pn no 


1 Q4^ 

i yno 


p 

U 


PRO 


A 
n 


01 q 
y i o 


1 7 R«^R 

I / .ODD 


-P RfiR 


pn RRft 


1 nn 

I .uu 


pn 77 


1 Q4R 


U 


PRO 


A 
n 


Q1 q 
y i o 


17 mft 

I / . I uo 


.0 7-1 q 
-o.f 1 y 


pi ipn 

^ I . I zlU 


1 nn 

1 .uu 


pn ftp 


1 Q47 

I Off 


PR 


PRO 
rnu 


A 
n 


01 q 
y i o 


1fl 174 
I O. 1 f *r 


-P 7ftn 
£l. / ou 


1ft PRQ 
i o.cjy 


1 nn 

I .uu 


pn Q7 


1 Q4ft 

i yno 


PP 


PRO 
rnu 


A 
n 


Q1 q 
y i J 


1 ft 1 P7 
I O. I £ / 


-4 P4n 


1ft ni7 

I O.U I / 


1 nn 

I .uu 


pi np 

*l I .u^ 


1Q4Q 


pn 


PRO 
rnu 


A 

n 


Q1 q 
y i o 


1 Q 4T7 
i y .fo / 


-4 Rfin 


1ft ^QQ 
i o.jyy 


1 nn 

1 .uu 


pn qft 


1 y OU 


N 

IN 


II F 

ILC 


A 

n 


Q14 
y i *t 


17 nQ4 
i / .uy*+ 


-1 4Rn 


Pn Q7P 


1 nn 

1 .uu 


pn rp 


1 yO 1 


PA 

UM 


II F 

ILL. 


A 
n 


Q1 4 
y i h 




-1 PRP 


P1 ft4fi 
C 1 .OHO 


1 nn 

1 .uu 


1 ft Qn 

1 o.yu 




p 
U 


II F 

ILC 


A 
n 


Q1 4 
y i h 


14 ftpq 


-1 noq 
- 1 .uyo 


pn ft^ft 


1 nn 

I .uu 


1 Q 7q 
1 y. / 0 


1 Q^q 


p 
U 


II F 


A 
n 


Q1 4 
y i h 


14 Q4fi 


_n qi q 


1 q qnQ 
1 y .yuy 1 


1 nn 

1 .uu 


pn 71 


1 0^4 

I yOH 


PR 

UD 


II F 

ILC 


A 
n 


Q1 4 
y i h 


1R 11Q 
id. no 


n mp 


PP R^Q 


1 nn 

1 .uu 


1 7 q4 

1 / .OH 


i yoj 


POI 


II F 

ILC 


A 
n 


Q14 
y i *+ 


1 7 44R 


_n npp 


P*3 41ft 


1 nn 

1 -UU 


1 r 4n 

1 O.HU 


1QRR 


POP 


II F 

1 Lu 


A 
n 


Q14 
y i *+ 


14 QS^ 


n 14Q 

vj. 1 *+y 


pq «;ftq 


1 nn 

1 .uu 


1 S 4P 


1957 


CD1 


ILE 


A 


914 


17 794 


1 261 


24 098 


1 00 


15 82 


1958 


N 


TYR 


A 


915 


1 3.774 


-1 .908 


20.995 


1.00 


19.80 


1959 


CA 


TYR 


A 


915 


12.622 


-1 .823 


20.105 


1.00 


19.03 


1960 


C 


TYR 


A 


915 


11.468 


-1 .273 


20.882 


1.00 


18.68 


1961 


O 


TYR 


A 


915 


11.340 


-1 .494 


22.080 


1.00 


18.72 


1962 


CB 


TYR 


A 


915 


12.194 


-3.193 


19.566 


1.00 


18.88 


1963 


CG 


TYR 


A 


915 


13.072 


-3.773 


18.505 


1.00 


18.76 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


1964 


CD1 


TYR 


A 


915 


14.096 


-4.640 


18.832 


1.00 


19.63 


1965 


CD2 


TYR 


A 


915 


12.881 


-3.457 


17.173 


1.00 


19.64 


1966 


CE1 


TYR 


A 


915 


14.923 


-5.170 


17.853 


1.00 


21.76 


1967 


CE2 


TYR 


A 


915 


13.698 


-3.989 


16.177 


1.00 


20.92 


1968 


CZ 


TYR 


A 


915 


14.721 


-4.839 


16.531 


1.00 


21.98 


1969 


OH 


TYR 


A 


915 


15.592 


-5.314 


15.577 


1.00 


25.00 


1970 


N 


PHE 


A 


916 


10.621 


-0.543 


20.194 


1.00 


18.68 


1971 


CA 


PHE 


A 


916 


9.456 


-0.019 


20.836 


1.00 


19.66 


1972 


C 


PHE 


A 


916 


8.451 


-1.148 


20.868 


1.00 


21.60 


1973 


O 


PHE 


A 


916 


7.862 


-1 .434 


21.910 


1.00 


22.04 


1974 


CB 


PHE 


A 


916 


8.898 


1.145 


20.042 


1.00 


17.07 


1975 


CG 


PHE 


A 


916 


9.567 


2.411 


20.335 


1.00 


14.89 


1976 


CD1 


PHE 


A 


916 


9.377 


3.034 


21.561 


1.00 


16.16 


1977 


CD2 


PHE 


A 


916 


10.393 


2.992 


19.407 


1.00 


16.16 


1978 


CE1 


PHE 


A 


916 


10.010 


4.225 


21.854 


1.00 


14.78 


1979 


CE2 


PHE 


A 


916 


11.028 


4.183 


19.689 


1.00 


16.01 


1980 


CZ 


PHE 


A 


916 


10.836 


4.800 


20.916 


1.00 


15.28 


1981 


N 


HIS 


A 


917 


8.300 


-1 .804 


19.718 


1.00 


22.86 


1982 


CA 


HIS 


A 


917 


7.354 


-2.899 


19.543 


1.00 


24.45 


1983 


C 


HIS 


A 


917 


8.077 


-4.225 


19.477 


1.00 


25.83 


1984 


O 


HIS 


A 


917 


9.185 


-4.257 


18.908 


1.00 


27.53 


1985 


CB 


HIS 


A 


917 


6.549 


-2.696 


18.258 


1.00 


23.60 


1986 


CG 


HIS 


A 


917 


5.921 


-1 .347 


18.153 


1.00 


21.90 


1987 


ND1 


HIS 


A 


917 


4.614 


-1.109 


18.504 


1.00 


21.41 


1988 


CD2 


HIS 


A 


917 


6.440 


-0.153 


17.787 


1.00 


21.97 


1989 


CE1 


HIS 


A 


917 


4.350 


0.178 


18.360 


1.00 


22.05 


1990 


NE2 


HIS 


A 


917 


5.446 


0.783 


17.929 


1.00 


21.26 


1991 




HIS 


A 


917 












1992 


C1 


DHT 




201 


27.685 


5.199 


4.565 


1.00 


13.59 


1993 


C2 


DHT 




201 


26.814 


6.485 


4.636 


1.00 


12.55 


1994 


C3 


DHT 




201 


25.484 


6.280 


3.944 


1.00 


12.58 


1995 


03 


DHT 




201 


24.904 


7.249 


3.448 


1.00 


11.99 


1996 


C4 


DHT 




201 


24.887 


4.964 


3.857 


1.00 


13.18 


1997 


C5 


DHT 




201 


25.464 


3.903 


4.357 


1.00 


13.98 


1998 


C6 


DHT 




201 


24.727 


2.560 


4.241 


1.00 


14.79 


1999 


C7 


DHT 




201 


25.613 


1.454 


3.609 


1.00 


14.79 


2000 


C8 


DHT 




201 


26.955 


1.303 


4.359 


1.00 


15.54 
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TABLE 8 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 



ATOM 


ATOM TYPE 


x x*x t i ■ 

RESIDUE 


# 


v X 

X 


Y 


Z 


OCC 


B 


A TA ft. J 

ATOM 


xx /-% r\ a 

2001 


C9 


DHT 




201 


rt ^ rt rt 

27.708 


2.656 


A rt ^> 

4.279 


A rt. rt 

1.00 


A A rt 

14.37 


2002 


/"X, j rt. 

C10 


r*x ■ i - *** 

DHT 




201 


26.943 


rt rt ^ /-s 

3.876 


« rt. J rt 

4.949 


A rtrt 

1.00 


A A r** rt 

14.56 


rt,/x\ 

2003 


C11 


DHT 




201 


rtrt A .4 

29.161 


2.525 


^ rt ^x rt 

4.830 


j y*\ rt 

1.00 


14.73 


rtrt rt. j 

2004 


rt\ j rt 

C12 


i^x i 

DHT 




201 


29.951 


«d rt ^ ^ 

1 .344 


^ j rtrt 

4.192 


J rt rt 

1.00 


A A A A 

14.11 


2005 


j x*\ 

C13 


DHT 




y"k X* J 

201 


29.194 


rt rt A rt 

-0.010 


« rt rt rt 

4.339 


A rt rt 

1.00 


J ^ ^X 4 

15.34 


2006 


C14 


DHT 




201 


27.784 


0.212 


3.680 


1.00 


15.67 


/-k rt -*w 

2007 


C15 


DHT 




201 


27.178 


-1 .232 


rt rt 4 — v 

3.647 


J rt rt 

1.00 


j mm XX J 

15.64 


^x ^x ^x 

2008 


S~\ A rt 

C16 


DHT 




201 


28.435 


-2.118 


^X ^X J 

3.310 


1.00 


J ^ m XX 

15.37 


^X rt. *X 

2009 


x*x j 

C17 


DHT 




XX jr*v J 

201 


29.679 


-1.189 


3.426 


1.00 


14.87 


2010 


017 


DHT 




201 


30.910 


-1.918 


3.981 


J y-v y-k 

1 .00 


J XX XX rt 

16.20 


2011 


x~x j a 

C18 


DHT 




201 


29.107 


-0.450 


^ rt A — » 

5.847 


J rt s*\ 

1.00 


^ ^ rt 

14.67 


XX rt ~J y*N 

2012 


>™\ rt. 

C19 


DHT 




201 


26.781 


3.770 


rt /-\ j 

6.524 


a rt rt 

1.00 


A rt rt J 

13.94 


2013 


0 


i l a 9 ^ l i 

HOH 




1 


16.187 


J MM ^ /-k «^ 

17.463 


26.217 


1.00 


xx rt rt rt 

26.98 


^Xrt J -J 

2014 


0 


■ I ^**V 1 ft 

HOH 




2 


19.878 


J MB J rt rt 

17.183 


A A rt rt rt. 

14.290 


A rti rt 

1.00 


A ^X J rt 

13.49 


2015 


x*x 

0 


HOH 




xx 

3 


18.473 


^ j rt rt rt 

14.908 


j j j rt t 

14.407 


A rt rt 

1 .00 


x\ ^- rt 

6.52 


rtrt J ^X 

2016 


x"x 

0 


HOH 




4 


Art j ^ j 

29.144 


_j rt -~ ♦ rt rt 

18.703 


11.673 


J XX rt 

1.00 


rt^V J rt 

37.40 


2017 


^Xv 

o 


■ ■ yx i i 

HOH 




5 


27.076 


19.321 


12.893 


1 .00 


J ^X ^9 XX 

18.76 


2018 


o 


HOH 




6 


23.789 


12.817 


9.649 


1.00 


rt sx rt 

33.78 


^X rt J ^X 

2019 


o 


■ 1 S~\ 1 ft 

HOH 




7 


25.400 


14.577 


^» ^ rt^ ^% 

5.432 


1.00 


j XX *VA 

19.79 


2020 


o 


HOH 




xx 

8 


y-v «H*k j _ 

23.015 


12.473 


12.245 


1.00 


J j XV XX 

14.03 | 


2021 


o 


ft ft ■ ■ 

HOH 




xx 

9 


rt ^ rt rt rt 

25.209 


14.445 


rt ^ j rt 

2.442 


^ rt rt 

1.00 


J XX XX ^ 

19.95 


2022 


o 


HOH 




10 


rt ^ /— V V J 

34.235 


j rt J rt. rt 

16.490 


rt rt rt I*" 

0.235 


_J rt rt 

1.00 


j ^ rt rt^ 

41.09 


^X XX 

2023 


o 


HOH 




11 


31.687 


16.720 


1.143 


J rt rt 

1 .00 


rtrt rt rt 

22.88 


2024 


o 


HOH 




^ **x 

12 


26.451 


j rt\ rt rt a 

12.094 


rt rt rt 

2.237 


J rt rt 

1.00 


rt rt w~ 

8.25 


rtrt ^X r* 

2025 


x"x 

o 


i i i ft 

HOH 




j xx 

13 


1 1 .606 


rt A rt -J 

-0.191 


— • rt, rt 

-7.963 


J rt rt 

1.00 


A rt -A rt 

46.13 


rt rt rt rt 

2026 


x"x 

o 


HOH 




14 


13.798 


rt rt rt j 

0.894 


a rt — r 

17.657 


A rt rt 

1.00 


j j— XX rt 

15.30 


f% S~\ 

2027 


o 


ft i a i 

HOH 




15 


15.475 


2.114 


16.386 


1 .00 


J ^X #"X J 

12.01 


rtrt rt /"> 

2028 


x"x 

o 


HOH 




rt 

16 


rt ^» j j 

8.514 


rt -J J rt 

-2.110 


j ^ rt rt ^ 

12.665 


J f\ rt 

1.00 


rt j ^rt 

21.79 


^X ^X ^X^X 

2029 


o 


HOH 




17 


/-\ /-\ rt rt « 

23.094 


rt. ^Vrt rt 

0.783 


-i ^ rtrt ji 

14.094 


J rt rt 

1 .00 


^ rt rt A 

10.94 


rtrt rt rt, 

2030 


x™x 

o 


HOH 




18 


23.758 


A rt rt rt. rt 

-13.306 


r— r— A A 

5.541 


A rt rt 

1 .00 


A rt jg rt 

40.43 


2031 


o 


HOH 




19 


22.933 


-11 .472 


10.611 


1 .00 


31.03 


2032 


o 


HOH 




20 


26.094 


-11.914 


5.354 


1.00 


51.71 


2033 


0 


HOH 




21 


10.995 


-6.843 


16.294 


1.00 


29.91 


2034 


0 


HOH 




22 


23.088 


7.362 


-10.811 


1.00 


30.10 


2035 


0 


HOH 




23 


26.671 


9.139 


-8.686 


1.00 


38.12 


2036 


o 


HOH 




24 


35.410 


-8.438 


-7.084 


1.00 


42.68 


2037 


o 


HOH 




25 


10.842 


24.253 


21.391 


1.00 


43.09 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 8 (continued) 
— — — t— oqc 



ATOM 



2038 



2039 
2040 



2041 



2042 
2043 



2044 



ATOM TYPE RESIDUE 



2046 
2047 



2048 
2049 



2050 
2051 



2053 
2054 
2055 



2056 



2057 
2058 



2059 
2060 



2061 
2062 



2063 
2064 



2065 



2066 

2067 

2068 

2069 

2070 

2071 

2072 

2073 

2074 



HOH 



HOH 
HOH 



# 



HOH 



HOH 
HOH 



O 



HOH 
HOH 
HOH 
HOH 



HOH 



HOH 



HOH 
HOH 



HOH 
HOH 
HOH 
HOH 
HOH 



HOH 
HOH 



O 



HOH 



HOH 



O 



HOH 
HOH 



HOH 



O 



HOH 



HOH 



O 



HOH 

HOH 

HOH 

HOH 

HOH 

HOH 

HOH 

HOH 

HOH 



26 
27 



40.376 
1.671 



28 8.009 



-11.785 
16.382 
20.744 



7.548 
5.866 



8.572 



29 2^90_ Jl7:i90 30.961 

30 23.829 H2.134 | 25.596 



31 42.457 

32 41.318 

33 25.857 



B 



ATOM 



1.00 
1.00 



54.35 
24.50 



2.323 I 2.406 



7.152 30.722 



34 iB.igrn^ 505 27701 



1.00 
1.00 
1.00 



36.16 
56.26 
39.41 



1.00 
1.00 



28.93 
38.22 



1.00 18.97 



1.00 29.01 



35 14.018 



2.408 



20.246 1 00 18.75 



4.006 



17.873 1.00 21.70 



^jT^^\UJ70 254991^00 



"^tluTsTT^ 3 1^34^00 



40 -2.677 

41 0.868 



2.639 17.420 



8.543 



42 -8.085 



7.667 



44 -0.636 



1.200 
8.734 



46 18.615 

47 38.089 

48 29.251 



49 23.684 



-4.734 
17.070 
13.268 
-11.850 
9.361 
15.837 



25.138 



1.00 
1.00 



23.358 1.00 



9.766 1.00 



35.58 



25.35 



27.66 
35.67 



43.49 



40.82 



14.335 | 1.00 
7.167 I 1.00 
-2.716 1 1.00 



24.57 
40.09 



51 34.079 



8.287 



52 37.522 



2.898 



53 21.838 



14.392 



54 I 16.106 -10.859 



55 11-295 

56 21.562 

57 41.647 

58 12.897 



60 I 0.019 
39.563 
16.244 



5.898 1.00 



0.189 1.00 



28.04 
23.83 
28.02 



25.40 
24.06 



29.07 



19.446 1.00 34.35 



1.092 1.00 



5.445 1-00 



22.39 



20.42 



27.231 
-7.923 
-2.962 
22.682 
13.619 
-4.834 
3.365 
18.091 



0,784 | 1 -00 
20.742 I 1.00 
18.10 0 | 1-00 
5.907 I 1.00 
24.938 | 1.00 
-5.931 I 1.00 
14.164 1-00 
-2.334 1-00 



48.09 

24.50 

34.94 

41.33 

44.10 

26.84 

36.91 

36.56 

25.52 
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TABLE 8 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH DHT 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


j^S. J*~1 

occ 


B 


ATOM 


5 


2075 


0 


HOH 




63 


13.038 


13.790 


19.688 


1.00 


21.93 




2076 


0 


HOH 




64 


22.095 


3.621 


21.834 


1.00 


19.27 




2077 


0 


HOH 




65 


25.524 


-2.235 


39.160 


1.00 


30.91 


10 


2078 


0 


HOH 




66 


25.090 


-1 .064 


36.971 


1.00 


31.16 




2079 


0 


HOH 




67 


5.186 


-1.082 


5.207 


1.00 


26.66 




2080 


0 


HOH 




68 


-0.310 


15.229 


24.529 


1.00 


28.42 


15 

■ 


2081 


0 


HOH 




69 


-6.181 


9.210 


18.935 


1.00 


37.84 


2082 


o 


HOH 




70 


17.508 


26.662 


14.814 


1.00 


30.32 




2083 


0 


HOH 




71 


17.401 


31.211 


13.007 


1.00 


30.57 




2084 


o 


HOH 




72 


21.268 


22.961 


10.009 


1.00 


33.92 


20 


2085 


0 


i ■ aP^ a ■ 

HOH 




73 


26.335 


12.379 


6.567 


1.00 


36.58 




2086 


0 


HOH 




74 


33.730 


15.077 


4.345 


1.00 


24.42 




| 2087 


0 


HOH 




75 


28.576 


2.290 


-15.305 


1.00 


30.54 


25 


2088 


0 


HOH 




76 


-5.886 


5.402 


21 .276 


1.00 


48.01 


2089 


0 


HOH 




77 


31 .878 


-6.250 


-10.283 


1.00 


38.45 




2090 


0 


I ft *""V ■ ft 

HOH 




78 


30.673 


18.487 


18.256 


1.00 


34.16 




2091 


o 


HOH 




79 


35.035 


20.192 


15.084 


1.00 


37.70 


30 


2092 


0 


HOH 




80 


32.791 


17.836 


19.423 


1.00 


35.34 




2093 


0 


HOH 




81 


22.587 


-14.097 


7.907 


1.00 


30.71 




2094 


o 


HOH 




82 


29.778 


-9.620 


-0.255 


1.00 


24.68 


35 


2095 


o 


HOH 




83 


25.904 


17.949 


24.176 


1.00 


16.80 


2096 


o 


HOH 




84 


33.066 


-13.092 


7.455 


1.00 


20.84 




2097 


o 


HOH 




85 


31 .787 


1 5.265 


28.988 


1.00 


32.80 




2098 


0 


HOH 




86 


27.029 


0.835 


13.994 


1.00 


20.01 


40 


2099 


o 


■ ■ >"*v a ft 

HOH 




87 


20.499 


2.720 


16.384 


1.00 


31.66 




2100 


0 


HOH 




88 


10.991 


16.858 


-1 .085 


1.00 


30.58 




2101 


o 


HOH 




89 


7.904 


10.344 


-5.081 


1.00 


41.55 


45 


2102 


o 


HOH 




90 


12.570 


3.398 


-10.099 


1.00 


26.95 


2103 


0 


HOH 




91 


17.128 


3.214 


-10.962 


1.00 


22.24 




2104 


0 


HOH 




92 


17.056 


1.547 


-4.553 


1 .00 


26.98 




2105 


o 


LJ/"\LI 

HOH 




93 


J A AAA 

11 .020 


0.892 


6.595 


1 .00 


25.24 


50 


2106 


0 


HOH 




94 


24.948 


1.135 


35.230 


1.00 


27.44 




2107 


o 


HOH 




95 


24.006 


5.653 


35.765 


1.00 


34.54 




2108 


o 


HOH 




96 


29.738 


0.950 


27.680 


1.00 


26.47 


55 


2109 


o 


HOH 




97 


1.507 


8.706 


22.315 


1.00 


36.26 


2110 


o 


HOH 




98 


1 0.755 


-4.751 


9.776 


1.00 


27.77 




2111 


o 


HOH 




99 


20.223 


-3.560 


14.440 


1.00 


25.10 
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TABLE 8 (continued) 



ATOM 
2112 



THREE- 

HOH 



HOH 

HOH 

HOH 

HOH 

HOH 

HOH 



2113 [ 


0 


_ 2114 [ 


cT 


2115 1 


(T 


t" 2116 




I 2117 


f oT 


| 2118^ 


1 °~ 



X 


Y I 


7 


100 


~3o747~T 


~Tl03~ 
-12.565 


ioT 


"28.518 ] 


102 


39.044 | 


775T 


103 


37.030 


, 10.428 


104 


7.847 


|^227 


105 


9.958 


TTTisT 


106 


21.201 


1 6^928 



occ 



8 



ATOM 



20.994 



15.270 1 



1.00 26.08 
TOO 28^96 
^0013^2 



.00 I 3773 
24.79 



21.522 1.00J4O62 



^^fi^^ 

r— " 1 I V Y *- 1 ■ 



669 
669 



22.921 
22.859 



GYS 



SG 



CB 



^ YS 1 


A 


669 1 


GLN I 


A 


T7uT 


gln" 1 


A 


" 670 j 


1 GLN 


A 


j 6701 


GLN 


A 


P670 


GLN 


A 


1 670 



24.838 
20. 





OCC 


B 


9^448J 


24.884 


1.00 


9.723J 


23.414 


Too" 




22.633 


1.00 


8.565 


[ 21.427 


Too" 


~9^675~ 


1 22.802 


Too 


TirT 


21.992 


1.00 



ATOM 
77^12 
86.87 




.00 



GLN 



18.184 



1 



GLN 

"gln 



1! 



670 
~670 



670 



18.946 
19.840 



548 
22.833 



Tl^tfT"^ 97 2*575 



T8^rTT612 20764 



89.27 
86.82 
85.28 
93.96 



1.00 



1.00 



90. 
89-73 



1.00 91.02 



1.00 82.62 



17 



^Tsl2A 19.921 



1 5.795 
14.933 
VM14 
"l7777 
18.835 
15.473 



8.270 I 


20.367 


1.00 


~~ 8.452 [ 


19.508 


1.00 I 


| 7.449 ] 


18.599 


Too' 


rT058| 


19.076 


1.00 


f 6.381 


i 20.127 


Too" 


rTi87" 


rT66i 


Too" 


1 8.210 




Too" 


j 9.465 


TTL682 


1.00 


j 9.358~ 


1 21.234 


"Too 



1.00 I 76. 72 
71 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 

M 1 V-/IVI 


ATOM TYPF 


RFQini if 

fiCOILJU C 


u 

ft 


v 

A 


v 

T 


7 


npp 


D 


ATOM 
Ml UM 


97 

CI 


PR 


II F 


A 
M 


R79 
Of c. 


1 O 7Q9 

I o. / y<c 




^O.o^o 


1 nn 
I .uu 


OH. / H 


PR 


w V_3 1 


II F 


A 
M 


R79 

o / c 


1 9 ORO 


ft 914. 
O.tOH 


90. QQO 


1 nn 
I .uu 


47 no 
h/ .uy 


9Q 


Pf59 


II F 

ILC 


A 
M 


R79 


1 4 ftOR 
1 H.OOO 


ft 4QR 


94 4QR 


1 nn 

1 .uu 


R4 17 
OH. I / 


^n 


PD1 


M F 

ILL 


A 
M 


R70 


1 1 QRO 


7 QQO 


oc 077 

C.O.C.I t 


1 nn 
1 .uu 


RR Q7 
OO.O/ 


*}1 

O I 


M 

IN 


pup 
r nc 


A 
M 


R70 
O/O 


1 O ft04 
1 O.OOH 


1 H R49 


91 ftftR 


1 nn 
1 .uu 


Ol .Ul 


0.9 


PA 
On 


pup 

r nc 


A 


R70 
O/O 


1 O 1 R7 
1 O. 1 Of 


1 1 ono 
1 1 .yuy 


01 coo 
C. \ .OOO 


1 nn 
1 .uU 




OO 




pup 

r nc 


A 
M 


O/O 




19 n<io 


on nRft 


1 nn 

1 .uu 


AA A7 


OH 




pup 
r n C 


A 
M 


R70 
O/O 


11 flRft 


1 9 ^7R 
I C..OI O 


1 Q RftR 


1 nn 
I .uu 


QR 1 O 
OO. 1 1 


OR 


PR 


pup 


A 
M 


R70 
Of O 


1 o qah 
i vj.you 


1 HQ^ 

i o.uyo 


99 1 9Q 


1 nn 
I .uu 


RR on 


OR 


pp 


pup 


A 
M 


R70 
Of o 


1 O 947 
1 O.tt / 


1 4 4m 

I H.HUO 


99 ORR 


1 nn 
I .uu 


R4 ft7 
OH.O/ 


07 
o/ 


pni 


PHP 


A 
M 


R70 


1 9 94fl 


1 4 7m 

I H. / UO 


99 Q7R 
c.c.. y / o 


1 nn 
1 .uu 


R4 nR 

OH.UO 


Oft 
oo 


pn9 


pup 


A 
M 


R70 
O/O 


1 O 4Q1 
I O.HS7 I 


1 R 9Q9 


91 ni7 


1 nn 
I .uu 


47 Q.9 


OQ 


PF1 


pup 

r nc 


A 
M 


R70 
O/O 


1 1 Rnn 

I I .oUU 


1 R ftRA 
I O.OOO 


99 ftftn 


1 nn 
I .uu 


RQ 41 
OO.H I 


4n 

HU 


PF9 


pup 
rnc 


A 
M 


R70 
O/O 


1 9 74Q 

I / Hy 


1 R 44ft 
I O.HHO 


90 ftQ7 


1 nn 
I .uu 


4Q 17 

ny. I / 


41 


P7 


pup 
pnc 


A 
M 


R70 
O/O 


11 74Q 
II./ Hy 


1R 7^n 

ID. / OU 


91 ft1 R 


1 nn 
I .uu 


R<1 9Q 
OO.il y 


H^ 


M 
IN 


1 Fl 1 

LCU 


A 
M 


R74 
O/ H 


1 4 n90 


11 74*3 
II./ HO 


1 Q Q97 

I y.o^/ 


1 nn 
I .uu 


QR 9R 


40 
HO 


PA 


1 Fl 1 
LCU 


A 
M 


R74 
O / H 


1 0 Q7R 

i o.y / o 


11 7RQ 

ii./ oy 


1 7 ftft9 


1 nn 
I .uu 


*5ft ftR 
Oo.oo 


HH 




1 Fl 1 


A 
M 


R74 
Of H 


19 Q1Q 


1 n ftRR 

I U.OOO 


1 7 97*5 
I / / O 


1 nn 
I .uu 


*5fl *5R 
00. Oo 


4R 


l/ 


1 Fl 1 


A 
M 


R74 
O / H 


1 9 9R4 


1 1 9^ft 


1 r ^nn 


1 nn 
I .uu 


ft9 


4fi 
HO 


PR 


1 Fl 1 

LlU 


A 
M 


R74 
O / H 


1 R ORft 
I O.OOO 


1 1 4ft7 
I I .HO / 


17 ^n*5 

l / .OUO 


1 nn 
I .uu 


4R RR 
40.0D 


47 

H/ 


L*0 


1 Fl 1 
LCU 


A 
M 


R74 
Of H 


1 R 97Q 


1 9 7flft 
I c.. f UO 


17 9R9 


1 nn 
I .uu 


4Q 7*5 

ny. / O 


4ft 

HO 


pni 

vU I 


1 Fl 1 

LCU 


A 
M 


R74 
Of H 


17 RR7 
1 / .OO / 


1 9 *^^Q 


1 R 7R0 
I O. / OU 


1 nn 
I .uu 


4ft nn 

HO.UU 


4Q 

Hy 


PD9 


1 Fl 1 
LCU 


A 
M 


R74 
Of H 


1 R ROft 
I O.OOO 


I o. / o/ 


1 R 0.1 ft 
I O.O I o 


1 nn 
I .uu 


49 R*5 
4c.Oo 


Rn 


N 

IN 


A^M 

MO IN 


A 
M 


R7R 
O/O 


1 9 701 

It./v) I 


Q RftR 
y.ooo 


17 ft71 
I / .O / I 


1 nn 
1 .uu 


4n ft9 


R1 
O 1 


PA 


MO IN 


A 
M 


R7R 
O/O 


11 744 
II./ HH 


ft 70R 
o. / UO 


17 °7n 

I / .0/ u 


1 nn 
I .uu 


41 *?Q 

h i .oy 


R9 


U 


MOIN 


A 
M 


R7R 
O/O 


1 n 074 

I U.O / H 


Q 9Q7 


1 7 4RR 
I / .HOO 


1 nn 
I .uu 


R1 

oy.o i 


RO 
oo 




A9N 

MOIN 


A 
M 


fi7R 

O/O 


Q R97 


Q OQ9 


1R RRft 
1 O.OOO 


1 nn 

I -UU 


W Rn 

OO. OU 


R4 

OH 


PR 


A^M 

MOIN 


A 
M 


R7R 

O/O 


11 7^4 

II./ OH 


f .HOH 


1 ft 90Q 

1 OxU9 


1 nn 

1 - UU 


ri nR 

O I .UO 


RR 

oo 


Pf* 


A^M 

MOIN 


A 1 

M 


R7R 

O/O 


1 ^ nnn 

1 O.OOO 


R R4ft 

O.OHO 


1 ft 0Q1 

I O.UcJ I 


1 nn 

1 .uu 


RR n9 


Rfi 
oo 


UU 1 


A^N 

MOIN 


A 

M 


R7R 

O/O 


1 R79 

1 O.O / £ 


R RR1 

O.OO 1 


17 04R 

t / .UHO 


1 nn 

1 .uu 


R4 m 

OH.U 1 


57 


ND2 


ASN 

9 1 N] 


A 


675 


13 370 


5 971 


19 166 


1 00 


60 08 


58 


N 


VAL 


A 


676 


10.159 


10.022 


18.551 


1.00 


37.88 


59 


CA 


VAL 


A 


676 


8.894 


10.687 


18.781 


1.00 


36.37 


60 


C 


VAL 


A 


676 


8.669 


11.777 


17.736 


1.00 


39.08 


61 


O 


VAL 


A 


676 


7.631 


11.798 


17.072 


1.00 


43.18 


62 


CB 


VAL 


A 


676 


8.821 


11.336 


20.153 


1.00 


36.30 


63 


CG1 


VAL 


A 


676 


7.421 


11.860 


20.358 


1.00 


29.55 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPE j 


RESIDUE I 


# 


X 


v i 


7 


OCC I 


B 


ATOM j 


64 


CG2 I 


VAL | 


A 


D/D 


Q 1 fi7 I 


m 14 1 

1 U.O*T 1 [ 


21 236 I 


1.00 


30.15 I 


65 


N I 


LEU 


a 

A 


677 | 


y.bo/ 


I^.DD/ j 


17 547 


1.00 


38.08 I 


66 


CA f 


LEU [ 


a 

A 


677 


Q /IOQ I 

y.4^y 


1 Q 70R 


1 6 565 


1.00 


37.80 I 


67 


C I 


LEU 


A 


677 


O 1 QQ I 

y.ioo i 


1 O °OR 


1 5 1 56 


1 00 


38.78 


68 


O | 


LEU 


A 

A 


677 1 


Q CO/ I 


1 1 7in 

I 0 . 1 ou 


1 4 448 ! 


1.00 


44.11 


69 


CB I 


LEU 1 


A 


677 


10.57 I 


1il 79A 


1 fi 574 ! 


1 00 


34.97 I 


70 


CG I 


LEU J 


a 

A 


677 


TU.ol<£ 


1 R oc° I 


17 943 


1.00 


40.42 I 


71 


CD1 | 


LEU | 


A 

A 


677 


1 l.OO^ 1 


lO.'HJ't 


1 7 760 i 

If./ w 


1 00 


35.87 I 


72 


CP2 1 


LEU T 


a 

A 


677 


y.bii 




1 ft 514 


1 00 


39.49 I 


73 


N [ 


GLU [ 


A 

A 


678 


y.y^/ | 


19 1 7A 


1 4 764 


1 00 


34.27 


74 


CA 1 


GLU 1 


A 

A 


678 j 


y./oo 1 


I I .3/ D j 


1 3 433 I 


1 00 


33.68 I 


75 


c [ 


GLU 


A 

A 


678 


o.5U£ 


1 fi 7Q1 


13 361 ! 


1 00 


31.24 I 


76 


O 


GLU 1 


A 

A 


678 | 


"7 Q17 
f.OOf j 


1 A 7QO 


1 P 11 8 
1 1 0 


1 00 


29.04 I 


77 


CB [ 


GLU i 


A 

A 


s> —j r% I 

678 






1 3 1 39 


1.00 


41.54 


78 


CG 


GLU | 


A 

A 


678 


h 0 ocn 
1 2.25U \ 


11 A7R 


1 1 ?31 I 


1 00 

1 * NX NX 


62.50 I 


79 


CD J 


GLU 


A 


678 


a n a no 

1 3.492 


a n coo 


I 0. 1 


1 00 


75.90 i 


80 




GLU 


A 


678 


1 o.oo*: 


y.oyo 


1 1 ?75 


1 00 


81.73 I 




OE2 


GLU 


A 

A 


XN~y xn 

678 


A A COi 

14.5oi 


11 999 


1 9 Q4fi 


1 00 

1 • NX NX 


77.79 I 


I 82 


N 


ALA 


A 


679 


8.1IO 


i n ooq 

1 u.^y 


1 4 4Qfi 


1 00 

1 * \x V 


27.29 I 


83 


CA 


1 ALA 


A 


679 


O 0"70 

1 6.87o 


Q AAA 

I y.4oo 


1 A. 5fi1 


1 00 


31.51 I 


84 


C 


ALA 


1 A 


679 


5.658 


1U.4UU 


' 14416 


1 00 

I ■ NX NX 


37.88 


85 


O 


ALA 


1 A 

A 


679 


1 4.657 


m ni 0 

1U.UIO 


i 1 1 7ft4 


I 1 00 


39.80 j 


I 86 


CB 


ALA 


A 


679 


6.807 


o.oyy 


1 5 RfiP 


! 1 00 

1 1 • w NX 


32.16 


87 


N 


1 ILE 


A 


f\ r\ r\ 

680 


[ 5.74o 


1 1 ft° 1 

1 1 X>c. \ 


1 4 Q58 


! 1 00 

1 • NX NX 


36.75 I 


88 


CA 


1 ILE 


I A 

A 


680 


vl coo 


12.567 


14.893 


1 1 00 

I 1 • NX NX 


33.51 


89 


C 


ILE 


1 A 


y-b /-V 

680 


! j< /^no 

[ 4.603 


I 13.553 


| 13.732 


1 1 00 

1 1 . NX NX 


29 78 ! 

9m— NX • ■ NX 


90 


O 


1 ILE 


1 A 


xn r^i r~\ 

680 


0 con 

3.560 


14.137 


13.425 


1 1 00 


35.01 I 


I 91 


CB 




A 


on 

680 


! A A A Pi 

4. 445 


I 13.322 


I 16.204 


I 1.00 


36.86 


92 


CG1 


1 ILE 


A 

A 


680 


C C70 


14.178 


16.493 


I 1 00 

1 Mm NX NX 


39.01 I 


| 93 


CG2 


ILE 


A 

A 


f> i~\ r\ 

680 


>i 000 
| 4.2^ 


12.324 


j 17.343 


i 1 00 

1 la NX NX 


34.87 


I 94 


CD1 


II c 

ILL 


A 


OOVJ 


1 5 503 


15.046 17.719 


1.00 


38.54 ! 


95 


N 


GLU 


A 


681 


1 5.732 


I 13.677 I 13.044 


1.00 


31.29 


96 


CA 


GLU 


A 


681 


1 5.833 


14.570 


11.904 


1.00 


36.50 ' 


97 


C 


GLU 


A 


681 


1 4.638 


14.373 


11.013 


1.00 


38.74 


I 98 


O 


GLU 


A 


681 


1 4.348 


| 13.251 


10.596 


1.00 


46.06 


99 


CB 


GLU 


A 


681 


7.101 


14.285 


11.106 


1.00 


33.49 


100 


CG 


GLU 


A 


681 


7.361 


15.322 


10.028 


1.00 


41.42 



486 



EP1 375 517 A1 

TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


101 


CD 


GLU 


A 


681 


7.500 


16.742 


10.581 


1.00 


49.46 




102 


OE1 


GLU 


A 


681 


7.569 


16.924 


11.824 


1.00 


44.22 




103 


OE2 


GLU 


A 


681 


7.527 


17.687 


9.759 


1.00 


52.12 


10 


104 


N 


PRO 


A 


682 


3.892 


15.446 


1 0.751 


1.00 


41.06 




105 


CA 


PRO 


A 


682 


2.695 


15.422 


9.904 


1.00 


41.12 




106 


C 


PRO 


A 


682 


2.968 


14.980 


8.444 


1.00 


44.28 


15 


107 


O 


PRO 


A 


682 


4.076 


15.133 


7.920 


1.00 


36.92 


108 


CB 


PRO 


A 


682 


2.214 


16.870 


9.965 


1.00 


43.30 




109 


CG 


PRO 


A 


682 


2.800 


17.399 


11.250 


1.00 


38.89 




110 


CD 


PRO 


A 


682 


4.159 


16.800 


11.261 


1.00 


39.59 


20 


111 


N 


GLY 


A 


683 


1.943 


14.446 


7.788 


1.00 


48.21 




112 


CA 


GLY 


A 


683 


2.103 


13.990 


6.416 


1.00 


51.13 




113 


C 


GLY 


A 


683 


1.905 


15.043 


5.334 


1.00 


54.68 


25 


114 


O 


GLY 


A 


683 


1.817 


16.226 


5.629 


1.00 


63.53 


115 


N 


VAL 


A 


684 


1.729 


14.601 


4.089 


1.00 


57.20 




116 


CA 


VAL 


A 


684 


1.544 


15.505 


2.959 


1.00 


54.91 




117 


C 


VAL 


A 


684 


0.123 


16.048 


2.952 


1.00 


54.45 


30 


118 


O 


VAL 


A 


684 


-0.828 


15.287 


2.775 


1.00 


57.51 




119 


CB 


VAL 


A 


684 


1.805 


14.792 


1.625 


1.00 


51.72 




120 


CG1 


VAL 


A 


684 


1.618 


15.769 


0.487 


1.00 


53.17 


35 


121 


CG2 


VAL 


A 


684 


3.222 


14.212 


1.591 


1.00 


53.92 


122 


N 


VAL 


A 


685 


-0.021 


17.360 


3.125 


1.00 


48.43 




123 


CA 


VAL 


A 


685 


-1.341 


17.974 


3.163 


1.00 


44.96 




124 


C 


VAL 


A 


685 


-1.603 


18.758 


1.887 


1.00 


46.69 


40 


125 


O 


VAL 


A 


685 


-0.934 


19.742 


1.644 


1.00 


54.09 




126 


CB 


VAL 


A 


685 


-1.455 


18.932 


4.355 


1.00 


39.06 




127 


CG1 


VAL 


A 


685 


-2.888 


19.062 


4.764 


1.00 


41.14 


45 


128 


CG2 


VAL 


A 


685 


-0.611 


18.445 


5.520 


1.00 


36.12 


129 


N 


CYS 


A 


686 


-2.582 


18.340 


1.087 


1.00 


51.49 




130 


CA 


CYS 


A 


686 


-2.921 


19.015 


-0.177 


1.00 


55.13 




131 


C 


CYS 


A 


686 


-3.830 


20.266 


-0.010 


1.00 


56.12 


50 


132 


0 


CYS 


A 


686 


-4.856 


20.208 


0.681 


1.00 


54.29 




133 


CB 


CYS 


A 


686 


-3.559 


18.009 


-1.155 


1.00 


57.05 




134 


SG 


CYS 


A 


686 


-2.391 


16.910 


-2.025 


1.00 


65.52 


55 


135 


N 


ALA 


A 


687 


-3.484 


21 .374 


-0.681 


1.00 


54.36 


136 


CA 


ALA 


A 


687 


-4.248 


22.631 


-0.584 


1.00 


54.20 




137 


C 


ALA 


A 


687 


-5.583 


22.542 


-1.268 


1.00 


60.58 
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TABLE 9 (continued) 



ATOM 
138 



. i — 1 — " I Z I v Z OCC B 

1 ATOM TYPE | RESIDUE # ' -I ' 

O 



139 
140 



141 



142 
143 
144 



145 
146 
147 



148 



149 



150 
151 



152 
153 
154 



155 
156 
157 



158 



159 



160 



162 
163 



164 



165 



166 



167 



168 



169 

170 

171 

172 

173 

174 



CB 
N 



CA 



C 

"o 

N 



CA 
C 
~0 



CB 



CG 



ND1 

CD2 



CE1 
NE2 
N 



CA 
C 
O 



CB 



CG 



0D1 
0D2 



N 

CA 



CB 



CG 



0D1 
ND2 
N 
CA 
C 
O 
CB 



ALA 
GLY 
GLY 



A 



GLY 
GLY 



HIS 



HIS 



687 
687 



-6.557 
-3.463 



688 I -5.623 



688 



688 
688 
689 
689 



-6.847 
-6.948 
-7.888 
-5.951 



23.131 
23.815 



21 791 
21 .650 
22.874 
23.676 
23.042 



-0.803 
-1.168 



-5.925 24.179 



HIS 


A I 


689 


HIS 


A J 


689 


HIS 


A J 


689 


HIS 


A 


689 


HIS 


A 


689 


HIS 


A 


689 


HIS 


A 


689 


HIS 


A 


689 


ASP 


A 


690 



-6.0 22 I 23.716 
-5.393 22.717 



-4.65 0 I 24.977 
-4.364 25.964 



-2.366 
-3.134 
-4.024 
-3.924 
-4.879 
-5.769 



1.00 
1.00 



1.00 



ATOM 



62.87 
49.21 



67.12 



1.00 66.26 

1.00 64-95 

1.00 66.95 

1.00 59.22 

1.00 54.36 



-7.220 1 00 59.75 
-7.602 1.00 62.11 



-5.537 1.00 46.90 



-3.474 I 25.931 



ASP 
ASP 



-3.695 | 27.052 
-6.838 24.424 



690 



-6.617 1.00 52.16 



-6.787 1. 00 | 52.66 
^7.633 1.00 58.89 



-7.868 



1.00 57.16 



690 



-5.835 24.583 



ASP 



ASP 
ASP 



ASP 
ASP 



ASN 
ASN 
ASN 



ASN 



690 



-5.739 25.752 



690 - 8.334 24.701 
690 -8.762 24.107 



690 



690 



-7.904 23.586 
-9.970 24.166 



691 



-4.925 23.657 



691 



-3.736 23.940 



691 



-4.037 23.857 



691 



-3.121 23.715 



ASN 



ASN 



ASN 

ASN 

ASN 

ASN 

ASN 

ASN 

ASN 



691 



-2.581 22.971 



-8.402 1. 00 60.29 
-8.011 jT^l60^ 
-9.427 1-00 5a3 1 



-10.280 1-00 60.15 



■10.654 



1.00 



-9.949 



-11.304 



1.00 
1.00 



-12.054 
-11.620 



1.00 
1.00 



58.71 



60.31 
62.54 



-10.564 



1.00 



-11.369 



1.00 



-12.868 



1.00 



-13.682 1.00 



-11.016 



1.00 



691 



691 
691 



-1 .67 2 I 23.506 
-1.697 24.697 



-0.845 22.633 



A 692 -5.317 23.908 



692 



-5.705 23.851 



A 692 -6.467 I 25.131 



-9.600 



1.00 



-9.365 



1.00 



-13.227 



1.00 



54.14 
59.85 



66.30 



71.61 



73.70 
81.27 



72.66 



72.16 



74.90 



72.55 



-14.632 
-14.982 
-16.087 
-14.958 



1.00 
1.00 
1.00 
1.00 



70.75 



69.77 
66.04 
65.61 
68.43 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPF 


Rpcmi ip 

ncoiuut 


u 
It 


y 


v 

T 


2 


npp 

ooo 


R 


ATOM 


17A 
1 / o 


pp 


AQM 
MOIN 


A 

M 


AQ9 
09£ 


-A m q 

U.U 1 \7 


91 ^1 


-1A °07 


1 00 

1 . VJU 


cq 07 


17fi 




AQM 
MolN 


A 
M 


RQ9 


-A Am 

O.JU 1 


cu.HOO 


-1 A Q79 
i *t.y / c. 


0 00 


AA Q 0 
oo.ou 


1 77 




AQM 
MO IN 


A 
M 


AQ9 
oy^ 


-A 1RA 

O. I OH 


91 940 


.19 QQQ 


0 00 


AA 9A 

OO.tH 


17A 
I to 


IN 


PI M 


A 
M 


AQq 

oyo 


-A AQ7 
-o.oy / 


9A O^A 
^o.\joo 


_1 A OOA 
- I *r .UUO 


1 OO 
I .uu 


A7 AQ 
0 / .oy 


1 7Q 
I #y 


PA 

OM 


PI M 


A 


AQq 

oyo 


-7 9AA 
-/ .tOO 


97 *^A0 


-1A 1QA 

- 1 i yo 


1 00 
I .uu 


71 QQ 

/ i .yy 


1 ou 


O 


PI M 
OLFN 


A 

A 


oyo 


-A 171 
O. I / I 


OO ylOQ 

to.'f ^y 


1 A 1 QQ 

- 1 *+. i yy 


1 00 
I .uu 


7A A1 
/ H.O I 


1 0 1 


r\ 
\J 


PI M 
OLlN 


A 


AQq 

oyo 


_a 9qo 
-o.^ou 


9 A ^AQ 

^o.ooy 


I O.H I O 


1 00 
I .uu 


7q AA 
/ 0.00 


1 A9 


PR 


PI M 


A 


AQq 

oyo 


-A 97Q 


97 AA7 
c.f .OH/ 


-1 *3 OAA 


1 00 
I .uu 


AA A7 
OO. Hf 


1 Aq 

I oo 




PI M 
OLlN 


A 


AQq 

oyo 


_Q C7C 

-y.o/ o 


9A A1 Q 

cio.o i y 


- I O. I OH 


1 00 
I .uu 


79 OA 
/ t.UH 


1 AA 

I OH 




PI M 
OLlN 


A 
M 


AQq 

oyo 


-1 n 1 79 


9 A AA1 
tU.DO I 


-1A AAO 
I t.Cr+U 


1 00 

i .UU 


7A Q1 


1 

I OO 


PF1 
Ut I 


PI M 


A 
M 


AQq 

oyo 


-Q QAA 

-y.yoo 


97 4Q7 


-1 A A9° 


1 00 
1 .uu 


AA °7 
00.0/ 


1 AA 


INC^ 


PI M 
OLlN 


A 


AQq 

oyo 


_1 n q*?a 
- 1 u.yoo 


9A AQ9 

^o.oy^ 


-1 A 7AA 
- I H. / HO 


1 00 
I .uu 


70 AR 
/ u.oo 


1 A7 
I Of 


M 
IN 


PRP 


A 


AQA 

oyn 


_A 9AA 
-O.tOO 


9Q A^A 

^y.*foo 


-1 A OQ1 

- 1 o.uy I 


1 00 
I .uu 


R1 70 
0 1 . / u 


I OO 


PA 


PRP 


A 
M 


AQA 

oyn 


-A q09 
•O.OUt 


^O A^1 
OU.OO I 


-1 A 1 A1 
- I O. I O I 


1 00 
I .uu 


AO A9 


1 AO 


O 


PRP 

rnU 


A 
r\ 


AQA 

oy*f 


-A 11A 
-O. i I O 


*?1 9AQ 

o i y 


_1 q occ 
- 1 0.000 


1 00 
1 .uu 


77 9A 


1 on 
i yu 




PRP 

r no 


A 
M 


AQA 

oyn 


-A 10A 
-O. I UO 


01 CylA 

O I .o*fu 


_1 q poA 


1 00 
I .uu 


7 A 00 
/ H.OO 


1 Q1 

i y i 


PR 


PRP 

r no 


A 
M 


AQil 

oyn 


A Q1 1 

-o.y I I 


Oi ylAA 

O 1 .*too 


-1 A PAq 
I 0.<1HO 


1 00 
I .uu 


AA AA 

OO.OH 


1 Q9 

i y d. 


pp 


PRP 

rnU 


A 
M 


AQA 

oyn 


-7 A91 


^1 1 70 
O I . I / U 


.1 A 1 A1 
- I O. I O I 


1 00 
I .uu 


RQ OA 
oy.uH 


1 Qq 

i yo 


pn 
ou 


PRP 


A 
M 


AQA 

oyn 


.7 qQA 

-/.oyo 


9Q AA9 


-1 A oqA 

- I O.UOH 


1 00 
I .uu 


R7 17 
0 / . 1 / 


1 QA 

i yn 


M 
IN 


AQP 


A 


AQA 

oyo 


-o.ony 


^1 4.A7 
O I .*fO/ 


-1 0 AQA 
- 1 o.nyo 


1 00 
1 .uu 


7fi 00 
/ o.uu 


1 QA 

i yo 


PA 
OH 


AQP 

nOr 


A 
r\ 


AQA 

oyo 


q AQA 

-o.nyn 


^9 117 
O^. 1 1 / 


-1 P P*V7 


1 00 
I .uu 


co pp 

OO.C.C. 


1 QA 

i yo 


O 


AQP 


A 
M 


AQA 

oyo 


-4 9QA 


^AA 
oo.ooo 


-11 QAP 
- i i .yft 


1 00 
I .uu 


AA 09 


1Q7 

i y / 


of 


AQP 
nor 


A 
M 


AQA 

oyo 


-A AAQ 

-H.ooy 


'3'} QQ7 

oo. yy / 


-1 P AAP 

- I ^.OH£ 


1 00 
I .uu 


AA ^A 
00.00 


1 QA 

i yo 


PR 
OD 


AQP 
nor 


A 


AQA 

oyo 


-1 QQA 

i .yyo 


op aoa 


-1 P 1 A° 
I c.. I OO 


1 00 
1 .uu 


AT 70 
OO. / u 


1 QQ ' 

i yy 


PP 
OO 


AQP 

MOr 


A 


AQA 

oyo 


-1 1QO 
- 1 . i yu 


*^1 1Q9 
o i . i y£ 


-11 AAA 

- I i .OOH 


1 00 
1 .uu 


AA AO 
oo.ou 


9no 
^uu 




AQP 


A 


AQA 

oyo 


-1 Apq 


^0 A 97 


-10 A17 
- \ U.O 1 / 


1 00 
I .uu 


AA AQ 


901 




AQP 

nor 


A 


AQA 
oyo 


-0 917 


on R09 


-1 P °77 


1 00 
1 .uu 


71 1°. 




M 

IN 


OCR 

ocn 


A 


AQA 
oyo 


"H.OOO 


AQA 


-10 AAA 

I U.OOD 


1 00 
1 .uu 


Afi 40 


90q 
£UO 


PA 
On 


QFR 
ocn 


A 


AQA 
oyo 


-A HQ^ 
o.uyo 


oa poq 


-10 91A 


1 00 
1 .uu 


AA AA 


90A 


p 
O 


QFR 
ocn 


A 


AQA 
oyo 


-A AQO 


°A 1Q1 


-ft 7AA 
0. / OO 


1 00 
1 .uu 


R1 AA 

U 1 .UO 


205 


o 


SER 


A 

/i 


696 


-4 326 


34 319 


-7 993 


1 00 


69 36 

w w • wV 


206 


CB 


SER 


A 


696 


-6.587 


34.510 


-10.289 


1.00 


54.32 


207 


OG 


SER 


A 


696 


-7.365 


35.473 


-9.604 


1.00 


54.41 


208 


N 


PHE 


A 


697 


-4.754 


36.477 


-8.474 


1.00 


61.93 


209 


CA 


PHE 


A 


697 


-4.412 


36.974 


-7.153 


1.00 


61.05 


210 


C 


PHE 


A 


697 


-5.344 


36.448 


-6.037 


1.00 


61.34 


211 


0 


PHE 


A 


697 


-4.881 


36.053 


-4.971 


1.00 


62.55 
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TABLE 9 (continued) 



ATOM 
212 
213 
214 
215 



— zr- rr AD 1M rn MPi fx with the ligand R1881 

THREE-DIMENSIONAL COORDINAHESO^^ 

_ i i i z r v Z OCC B 



ATOMTYPE I RESIDUE 
CB 
CG 
CD1 
CD2 



216 
217 
218 
219 
220 



221 



222 
223 
224 



225 



226 



227 
228 
229 



230 



231 
232 



233 



234 
235 
236 
237 



238 



239 



240 



241 



242 



243 



244 



245 
246 



247 
248 



CE1 
CE2 

N 
CA 



CB 
N 



CA 



CB 
N 

CA 



CB 



CG 
CD1 
CD2 
N 



CA 



CB 



CG 



CD1 



CD2 
N 
CA 
C 
O 



PHE 
PHE 
PHE 
ALA 
ALA 
ALA 



ALA 
ALA 
ALA 
ALA 



ALA 
ALA 
ALA 
LEU 
LEU 



LEU 

Tiu 



LEU 
LEU 
LEU 

Tiu 
Tiu 



LEU 



LEU 
LEU 



LEU 



LEU 



LEU 



LEU 

SER 

SER 

SER 

SER 



Li 


X 


Y 


Z 


A 


697 


-4.413 


38.509 


A 


697 


-4.961 


39.156 


A 


697 


-4.142 


39.397 


A 


697 


-6.306 


39.484 


A 


697 ' 


-4.651 


, 39.950 


A 


697 


-6.825 


I 40.034 


A 


697 


-5.994 


40.267 


A 


698 


-6.653 


36.464 


A 


698 


-7.577 


35.996 



698 



698 
698 



OCC I 


B I 


ATOM 


-7.195 I 


1.00 I 


63.27 


-5.951 | 


1.00 


60.53 


-4.856 | 


1.00 


65.55 


-5.864 


1.00 I 


61.74 


-3.691 


i 1.00 1 


63.81 


-4.710 


1.00 


66.91 


-3.617 


1.00 


69.41 


-6.261 


1.00 


I 58.96 


-5.230 


1.00 


1 59.58 



"-7.653 34.4671 -5.143 l^ojj^* 



r 7 .86 2 33.913 1^063 1.00 64.62 
-8.965 36.589 -5.448 UX>|_56^ 



699 
699 



^2] 33 ; 783 [^272 1.00 

>.555 32.328 -6.270 1.00 57.39 



699 

699 

699 

700 

700 

700 

700 



700 
700 
700 
700 



-6.290 I 


31 .748 


-6.349 I 


30.708 


-7.749 I 


31.791 


-5.155 I 


32.423 


-3.921 


31 .956 


-3.983 


I 32.180 


-3.737 


j 31.256 


-2.709 


32.661 


-2.369 


32.286 



-5.616 
-4.951 



1.00 54.55 
Tool 57.04 



-7.694 1.00 58.30 
-5.786 1 .00 44.77 



-5.181 



1.00 40.04 



-3.667 1-OoT 40-02 
-2.893 1.00 42.09 
-5.800 T 1 - 00 4084 



-7.251 



:1.195 33.092 -7.751 1. 00 52.49_ 



-2.035 30.824 -7.337 \ 1.00|_4170 



701 



: 4 .384 33.375 I -3.238 1-00 38.79 



701 



"^.468 33.679 -1-808 1-QO] 4 0-37_ 



701 



^rr^7TT024 I 1-00 j 45.30 



701 



"-5.305 32.557 0.128 J L00 45.13 



701 I -4.54 5 35.190 -1-561 
701 I -3.253 | 35.971 | -1.868 



1.00 
1.00 



701 



-3.479 37.426 -1.612 



1.00 



37.85 
41.30 



41.50 



-2.070 35.506 -1-025 



701 

702 I -6.719 I 32.678 



702 I -7.82 2 | 31.899 
702 I -7.388 I 30.433 
702 -7.740 29.806 



-1 .633 



1.00 
1.00 



-1.013 
-0.783 



1.00 
1.00 



0.234 



1.00 



35.31 
52.36 



54.37 
51.62 



45.03 
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TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


249 


CB 


SER 


A 


702 


-9.060 


31 .920 


-1.914 


1.00 


50.95 




250 


OG 


SER 


A 


702 


-9.500 


33.246 


-2.101 


1.00 


50.66 




251 


N 


SER 


A 


703 


-6.649 


29.890 


-1.756 


1.00 


49.24 


10 


252 


CA 


SER 


A 


703 


-6.119 


28.536 


-1.660 


1.00 


46.51 




253 


C 


SER 


A 


703 


-5.101 


28.504 


-0.528 


1.00 


46.34 




254 


0 


SER 


A 


703 


-5.141 


27.597 


0.293 


1.00 


52.79 


15 


255 


CB 


SER 


A 


703 


-5.442 


28.115 


-2.956 


1.00 


37.23 


256 


OG 


SER 


A 


703 


-6.388 


28.080 


-4.005 


1.00 


45.32 




257 


N 


LEU 


A 


704 


-4.215 


29.501 


-0.459 


1.00 


40.74 




258 


CA 


LEU 


A 


704 


-3.227 


29.548 


0.618 


1.00 


36.98 


20 


259 


C 


LEU 


A 


704 


-3.902 


29.552 


1.984 


1.00 


41.66 




260 


o 


LEU 


A 


704 


-3.389 


28.951 


2.920 


1.00 


45.02 




261 


CB 


LEU 


A 


704 


-2.302 


30.751 


0.485 


1.00 


30.44 


25 


262 


CG 


LEU 


A 


704 


-0.994 


30.563 


-0.291 


1.00 


35.89 


263 


CD1 


LEU 


A 


704 


-0.235 


31 .859 


-0.308 


1.00 


36.89 




264 


CD2 


LEU 


A 


704 


-0.115 


29.484 


0.307 


1.00 


37.91 




265 


N 


ASN 


A 


705 


-5.061 


30.208 


2.076 


1.00 


45.16 


30 


266 


CA 


ASN 


A 


705 


-5.849 


30.289 


3.311 


1.00 


43.35 




267 


C 


ASN 


A 


705 


-6.521 


28.962 


3.618 


1.00 


42.54 




268 


O 


ASN 


A 


705 


-6.677 


28.594 


4.779 


1.00 


40.34 


35 


269 


CB 


ASN 


A 


705 


-6.934 


31 .370 


3.201 


1.00 


44.83 


270 


CG 


ASN 


A 


705 


-6.362 


32.771 


3.137 


1.00 


43.71 




271 


OD1 


ASN 


A 


705 


-5.197 


32.992 


3.470 


1.00 


48.81 




272 


ND2 


ASN 


A 


705 


-7.176 


33.726 


2.694 


1.00 


38.59 


4U 


273 


N 


GLU 


A 


706 


-6.991 


28.269 


2.591 


1.00 


42.62 




274 


CA 


GLU 


A 


706 


-7.607 


26.987 


2.842 


1.00 


44.02 




275 


C 


GLU 


A 


706 


-6.478 


26.033 


3.261 


1.00 


42.46 


45 


276 


O 


GLU 


A 


706 


-6.639 


25.253 


4.195 


1.00 


42.70 


277 


CB 


GLU 


A 


706 


-8.352 


26.472 


1.621 


1.00 


45.19 




278 


CG 


GLU 


A 


706 


-9.322 


25.338 


1.971 


1.00 


55.97 




279 


CD 


GLU 


A 


706 


-10.417 


25.735 


2.986 


1.00 


58.77 


50 


280 


OE1 


GLU 


A 


706 


-11.019 


26.817 


2.838 


1.00 


60.87 




281 


OE2 


GLU 


A 


706 


-10.707 


24.945 


3.918 


1.00 


60.16 




282 


N 


LEU 


A 


707 


-5.307 


26.167 


2.636 


1.00 


38.31 


55 


283 


CA 


LEU 


A 


707 


-4.152 


25.342 


2.982 


1.00 


37.96 




284 


C 


LEU 


A 


707 


-3.767 


25.654 


4.431 


1.00 


44.27 




285 


0 


LEU 


A 


707 


-3.464 


24.747 


5.211 


1.00 


51.41 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAN 


D R188 


1 


ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


"7 




B 


ATOM 


286 


CB 


LEU 


A 


707 


-2.958 




^.U4b 


1.00 


35.41 


287 


CG 


LEU 


A 


707 


-1.651 


O/l Q70 




1.00 


35.71 


288 


CD1 


LEU 


A 


707 


A Oft C 

-1 .895 


oft OQC 


O QQC 


1.00 


38.82 


289 


CD2 


LEU 


* 

A 


707 


ft c h 0 

-0.518 I 


on 000 


1 .4oy 


1.00 


33.25 


290 


N 


GLY 


A 

A 


708 


-3.782 


oe ft 0 0 

26.93o 


>i 707 


1.00 


45.88 


291 


CA 


GLY 


A 


708 


ft ii ft ft 
-3.463 


0-7 0 A A 

27.344 


b. 1 44 


1.00 


40.92 


292 


C 


GLY 


A 


708 


ji OO ft 

-4.386 


2b. b 10 


7 noft 


1.00 


39.05 


293 


0 


GLY 


A 

A 


Tft ft 

708 


O ftO"7 

-3.937 




/ .y^4 


1.00 


45.81 


294 


N 


GLU 


A 

A 


709 


r~ ft ft c 

-5.685 


oft -70ft 


o.yi 0 


1.00 


46.04 


295 


CA 


III 

GLU 


A 

A 


709 


-6.680 


OC H. OC 


7 7CQ 

/ ./DO 


1.00 


51.25 


296 


C 


GLU 


A 


709 


ft O ft ~~7 

-6.367 


24.637 


7 Q7C 

/ .y/o 


1.00 


51.93 


297 


O 


iii 

GLU 


A 

A 


709 


/"> 0 H ft 

-6.213 


OVl -4 H"7 

24.19/ 


O 1 ft 7 

y. 1 ui 


1.00 


56.39 


298 


CB 


111 

GLU 


A 

A 


709 


ft ftTft 

-8.079 


oc 070 

26.273 


7 H CI 


1.00 


56.56 


299 


CG 


GLU 


A 

A 


709 


ft A ftO 

-9.198 


OC C CO 

25.652 


7 QD/I 


1.00 


63.02 


300 


CD 


GLU 


A 

A 


709 


-9.766 


00 coo 

26.593 




1.00 


64.61 


301 


OE1 


GLU 


A 

A 


709 


ft A C — 7 

-9.157 


27.641 


q 000 


1.00 


66.14 


302 


OE2 


GLU 


A 


709 


-10.855 


Oft 000 

26.293 


y.0/0 


1.00 


65.41 


303 


N 


ARG 


A 

A 


710 


ft ft ft c 

-6.235 


00 no A 

23.864 


b.yu 1 


1.00 


53.43 


304 


CA 


ARG 


A 

A 


710 


-5.938 


Oft A A ft 

22.440 


-7 ftCO 


1.00 


50.19 


305 


C 


ARG 


A 


710 


-4.617 


Oft 4 ftO 

22.102 


7.73b 


1.00 


44.91 


306 


O 


ARG 


A 


710 


poo 

-4.522 


OH ft ft -4 

21 .061 


q one 


1.00 


43.38 


307 


CB 


ARG 


A 


710 


-6.032 


O 4 ft C O 

21 .652 


C ~7 A~7 


1.00 


56.69 


308 


CG 


ARG 


A 

A 


710 


ft H ftft 

-6.192 


Oft A A ft 

22.446 


4.4yo 


1.00 


59.66 


309 


CD 


ARG 


A 


710 


-7.462 


Oft ftft c 

22.035 


O 7QC 


1.00 


59.37 


310 


NE 


ARG 


A 

A 


710 


—7 Oft ft 

-7.203 


OH -4 "TO 

21 .172 


O CAO 


1.00 


58.69 


311 


cz 


ARG 


A 


710 


-8.124 


Oft O C*7 

20.857 


i 70C 


1.00 


70.01 


312 


NH1 


ARG 


A 


710 


ft ftft A 

-9.364 


OH ft >i ft 

21 .349 


■t OC/I 

1 .oo4 


1.00 


75.20 


313 


NH2 


ARG 


A 

A 


710 


*T O A O 

-7.812 


Oft OCT 

20.057 


ft "7*1 Q 


1.00 


65.26 


314 


N 


GLN 


A 

A 


711 


-3.596 


00 0 00 
22.939 


7 CCC 

/ .bob 


1.00 


40.11 


315 


CA 


GLN 


A 

A 


711 


O ft A ft 

-2.310 


00 coc 

22.680 


Q H on 

0.1 oy 


1.00 


34.69 


31b 


O 


OLIM 


A 
r\ 


711 




23 007 


9 653 


1.00 


36.60 


317 


O 


GLN 


A 


711 


-1.501 


22.557 


10.408 


1.00 


40.79 


318 


CB 


GLN 


A 


711 


-1.194 


23.478 


7.542 


1.00 


42.15 


319 


CG 


GLN 


A 


711 


-0.753 


22.877 


6.244 


1.00 


43.03 


320 


CD 


GLN 


A 


711 1 


0.553 


23.442 


5.779 


1.00 


44.24 


321 


OE1 


GLN 


A 


711 


1.321 


23.988 


6.567 


1.00 


54.32 


322 


NE2 


GLN 


A 


711 


0.828 


23.305 


4.496 


1.00 


52.33 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



AT /"Ml A 

ATOM 


ATnii ~T~\/r*» r— 

ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


r*x 

B 


A TX^V ft J 

ATOM 


323 


N 


LEU 


A 


712 


-3.361 


23.778 


1 0.054 


A XX XX 

1.00 


41.25 


OO A 

324 


CA 


1 H" 1 1 

LEU 


A 


^9 A XX 

712 


-3.561 


o ii -i ao 

24.163 


A A A r~ — 

1 1 .457 


J XX XX 

1.00 


a xx j 

43.47 


325 


C 


LEU 


A 


712 


-4.061 


22.938 


A ^X rt^Xrt 

12.222 


A XX XX 

1.00 


A f~ XX XX 

45.20 


326 


o 


LEU 


A 


712 


/X p» XX r- 

-3.595 


22.628 


1 3.320 


1.00 


a XX bp« A 

46.51 


327 


CB 


LEU 


A 


712 


-4.585 


25.295 


11.550 


J XX XX 

1.00 


A XX XX «*X 

42.08 


/■x XX /"X 

328 


/-\ y-x 

CG 


LEU 


A 

A 


712 


-4.829 


25.943 


12.905 


1.00 


45.04 


329 


/-*ix 4 

CD1 


LEU 


A 

A 


™ t a xx 

712 


-3.489 


26.199 


a rx ^#X A 

13.594 


A XX iX 

1.00 


A XX _J XX 

48.18 


330 


CD2 


LEU 


A 


712 


f— XX A X\ 

-5.610 


27.248 


12.711 


j XX XX 

1.00 


44.32 


331 


N 


V # A 1 

VAL 


A 

A 


713 


r~ xx a A 

-5.014 


22.240 


11.623 


_A XX XX 

1.00 


42.76 


/-\ /-x x*\ 

332 


CA 


\ f A 1 

VAL 


A 

A 


m A XX 

713 


-5.555 


21 .026 


12.198 


1.00 


41.99 


333 


C 


VAL 


A 

A 


713 


-4.383 


20.100 


12.562 


a xx ^x 

1.00 


A *a a XX 

45.10 


An A 

334 


o 


W A 1 

VAL 


A 


— r a r\ 

713 


-4.275 


19.646 


13.703 


A XX XX 

1.00 


J r~" xx j 

45.64 


335 


y-X 1-x 

CB 


If A 1 

VAL 


A 

A 


713 


-6.480 


20.348 


11.170 


J XX XX 

1.00 


A XX XX 

43.85 


336 


CG1 


111! 

VAL 


A 

A 


— * j xx 

713 


-6.887 


18.953 


A J /X /X /X 

11.628 


A XX X\ 

1.00 


P» XX ^ XX 

52.59 


337 


CG2 


V /A 1 

VAL 


A 

A 


713 


-7.708 


21 .203 


A /X S*\/X /X 

10.966 


A XX XX 

1.00 


J XX XX XX 

42.38 


338 


N 


HIS 


A 

A 


714 


-3.471 


19.905 


A A yX f\ A 

11.604 


A XX XX 

1.00 


A A« XX 

46.35 


; 339 


CA 


i it 

HIS 


A 

A 


714 


-2.286 


19.044 


11.767 


A XX XX 

1.00 


45.95 


340 


C 


HIS 


A 

A 


714 


-1.379 


19.495 


1 2.857 


J XX XX 

1.00 


A XX XX XX 

43.82 


r\ a a 

341 


o 


HIS 


A 

A 


•T A A 

714 


-0.798 


18.674 


A /X P" - ♦ A 

13.571 


A XX XX 

1.00 


A XX XX A 

48.61 


342 


x*x r-x 

CB 


in *x 

HIS 


A 

A 


714 


-1.458 


18.971 


1 0.487 


J XX XX 

1.00 


A XX XX 

49.61 


343 


i"-N /-> 

CG 


III o 

HIS 


A 

A 


— * j A 

714 


-1.950 


17.947 


9.519 


_a XX XX 

1.00 


XX XX XX i"X 

62.09 


344 


ND1 


i ii es. 

HIS 


A 

A 


— TT A A 

714 


-3.157 


18.058 


/x ^x — r /*x 

8.873 


A XX /X 

1.00 


/—. xx ^x y*x 

63.02 


A Jr 

345 


CD2 


HIS 


A 

A 


714 


A i A J 

-1.404 


1 6.778 


9.108 


J XX XX 

1.00 


XX A XX XX 

64.82 


O it A 

346 


CE1 


1 1 1 rx 

HIS 


A 


T 4 A 

714 


-3.340 


17.005 


/X J /X XX 

8.100 


A XX XX 

1.00 


^9XN XX XX 

70.96 


a, a ^ 

347 


NE2 


in o 
HIS 


A 

A 


— y j a 

714 


-2.291 


16.211 


n rf*x j yx 

8.219 


J XX XX 

1.00 


^9 XX I s J 

70.54 


A if) 

348 


N 


VAL 


A 

A 


715 


-1.172 


20.803 


^ /A ax rx 

12.898 


A XX XX 

1.00 


j xx XX XX 

40.29 


349 


CA 


V / A ■ 

VAL 


A 

A 


715 


-0.326 


f\ A A A r~ 

21.415 


A /X yx /x fx 

13.908 


A XX XX 

1.00 


XX XX XX xx 

39.63 


ATA 

350 


C 


\ / A 1 

VAL 


A 

A 


715 


-0.962 


21.201 


4 r" yx^ xx 

15.273 


A XX XX 

1.00 


XX /X XiA 

36.62 


351 


o 


W A 1 

VAL 


A 

A 


71 5 


-0.266 


20.874 


A /x rx a A 

1 6.244 


A xxxx 

1.00 


XX XX A fX 

30.18 


352 


/-» f-> 

CB 


VAL 


A 

A 


715 


-0.101 


AA fx J O 

22.918 


A O AAA 

13.620 


A xx xx 

1.00 


38.77 




Olj 1 


\/A 1 

VAL 


A 

A 


715 


f\ cr\r\ 
0.500 




14.o<i0 


■4 aa 

1 .00 


nn a —t 

30.17 


354 


CG2 


VAL 


A 


715 


0.857 


23.048 


12.463 


1.00 


40.69 


355 


N 


VAL 


A 


716 


-2.286 


21 .329 


15.331 


1.00 


28.64 


356 


CA 


VAL 


A 


716 


-2.994 


21.113 


1 6.570 


1.00 


28.84 


357 


C 


VAL 


A 


716 


-2.687 


19.683 


17.037 


1.00 


36.83 


358 


o 


VAL 


A 


716 


-2.078 


19.485 


18.092 


1.00 


36.70 


359 


CB 


VAL 


A 


716 


-4.508 


21.331 


16.403 


1.00 


34.61 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


360 


CG1 


VAL 


A 


716 


-5.239 


20.839 


1 7.647 


1.00 


29.84 


361 


CG2 


VAL 


A 


716 


-4.805 


22.811 


16.185 


1.00 


32.32 


362 


N 


LYS 


A 


717 


-2.972 


18.709 


16.179 


1.00 


38.71 


363 


CA 


LYS 


A 


717 


-2.737 


17.313 


1 6.505 


1.00 


32.14 


364 


C 


LYS 


A 


717 


-1.263 


16.990 


16.699 


1.00 


32.82 


365 


O 


LYS 


A 


717 


-0.920 


1 6.262 


17.631 


1.00 


34.86 


366 


CB 


LYS 


A 


717 


-3.370 


16.410 


15.450 


1.00 


32.30 


367 


CG 


LYS 


A 


717 


-4.890 


16.352 


15.569 


1.00 


38.88 


368 


CD 


LYS 


A 


717 


-5.538 


1 5.584 


1 4.436 


0.00 


36.05 


369 


CE 


LYS 


A 


717 


-7.009 


1 5.353 


1 4.736 


0.00 


36.14 


370 


NZ 


LYS 


A 


717 


-7.739 


1 4.704 


13.619 


0.00 


35.32 


371 


N 


TRP 


A 


718 


-0.383 


17.589 


15.893 


1.00 


31.69 


372 


CA 


TRP 


A 


718 


1.058 


17.319 


16.010 


1.00 


34.84 


373 


C 


TRP 


A 


718 


1.604 


17.753 


17.367 


1.00 


44.15 


374 


O 


TRP 


A 


718 


2.347 


17.014 


1 8.020 


1.00 


48.94 


375 


CB 


TRP 


A 


718 


1.850 


17.995 


14.883 


1.00 


25.87 


376 


CG 


TRP 


A 


718 


3.343 


18.092 


15.136 


1.00 


25.59 


377 


CD1 


TRP 


A 


718 


4.279 


17.133 


14.909 


1.00 


35.87 


378 


CD2 


TRP 


A 


718 


4.055 


19.232 


15.641 


1.00 


30.45 


379 


NE1 


TRP 


A 


718 


5.533 


17.598 


1 5.237 


1.00 


32.13 


380 


CE2 


TRP 


A 


718 


5.419 


18.889 


15.689 


1.00 


30.51 


381 


CE3 


TRP 


A 


718 


3.672 


20.519 


16.046 


1.00 


32.20 


382 


CZ2 


TRP 


A 


718 


6.403 


19.782 


16.119 


1.00 


32.90 


383 


CZ3 


TRP 


A 


718 


4.650 


21.408 


1 6.468 


1.00 


25.41 


384 


CH2 


TRP 


A 


718 


5.997 


21.036 


16.503 


1.00 


28.69 


385 


N 


ALA 


A 


719 


1.242 


18.973 


17.764 


1.00 


56.34 


386 


CA 


ALA 


A 


719 


1.654 


19.580 


19.037 


1.00 


52.43 


387 


C 


ALA 


A 


719 


1.176 


18.846 


20.305 


1.00 


47.73 


388 


O 


ALA 


A 


719 


1.968 


18.662 


21.246 


1.00 


46.60 


389 


CB 


ALA 


A 


719 


1.214 


21 .043 


19.073 


1.00 


48.46 


390 


N 


LYS 


A 


720 


-0.107 


18.461 


20.337 


1.00 


42.77 


391 


CA 


LYS 


A 


720 


-0.697 


17.744 


21.478 


1.00 


45.06 


392 


C 


LYS 


A 


720 


-0.019 


16.386 


21.772 


1.00 


47.46 


393 


O 


LYS 


A 


720 


-0.227 


15.789 


22.835 


1.00 


50.10 


394 


CB 


LYS 


A 


720 


-2.218 


17.567 


21.294 


1.00 


39.13 


395 


CG 


LYS 


A 


720 


-3.057 


18.632 


21.979 


1.00 


45.90 


396 


CD 


LYS 


A 


720 


-4.533 


18.253 


22.075 


1.00 


55.06 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 

A I UM 


Al UM 1 Yrfc 


RESIDUE 


# 


v 

A 


v 
Y 


T 

z 


occ 


B 


ATOM 


o97 


Cb 


LYS 


A 

A 


-TO A 

720 


c 00c 
-5.236 


-4 0 AOO 

19.088 


AO A £> A 

23.161 


A OO 

1.00 


r*o AC 

63.65 


398 




LYS 


A 

A 


720 


r- ceo 
-6.DDO 


H O T-l A 

18.719 


OO A OO 

23.402 


A OO 

1.00 


r- 0 to 

62.72 


399 


Kl 

N 


A 1 A 

ALA 


A 

A 


"70 A 

721 


A O A A 

0.810 


A C AAA 

1 5.926 


OO O A O 

20.842 


1.00 


A O OO 

40.80 


400 


CA 


A 1 A 

ALA 


A 

A 


toh 
721 


a en A 

1 .524 


A A r>—r a 

14.671 


20.995 


1.00 


41.77 


a r\ a 

401 


C 


A 1 A 

ALA 


A 

A 


"TO A 

721 


O AA A 

2.991 


A A OA A 

1 4.884 


oh 0 /j 0 
21.346 


A OO 

1.00 


41.79 


a r\ o 

402 


O 


A 1 A 

ALA 


A 

A 


"TO A 

721 


O TrO 

3.762 


13.931 


21.370 


! 1.00 


43.57 


>l AO 

403 


CB 


A 1 A 

ALA 


A 

A 


-70 A 

721 


A A A A 

1.410 


40 0 4 0 
13.840 


A O TH O 

19.710 


H OO 

1.00 


ji r or 

45.25 


404 


N 


1 T~ 1 1 

LEU 


A 

A 


TAO 

722 


0 000 
3.382 


16.131 


O A COT 

21 .585 


H OO 
! 1.00 


40.71 


405 


CA 


i r*i i 
LEU 


A 

A 


TOO 

722 


A Tr A 

4.764 


4 A A OO 

16.438 


O A OOT 

21 .927 


H OO 

1.00 


O A OO 

34.69 


A AA 

406 


C 


i i — 1 1 
LEU 


A 

A 


722 


5.115 


16.085 


23.369 


1 .00 


33.82 


a ot 

407 


o 


LEU 


A 

A 


"TOO 

722 


4.301 


16.249 


24.281 


A OO 

1 .00 


O A OO 

34.39 


408 


CB 


i r~ i i 

LEU 


A 

A 


TOO 

722 


r— 0 C O 

5.058 


17.911 


OH opr 

21 .665 


H OO 

1 .00 


OO OA 

32.26 


A AA 

409 


CG 


i r~ i i 

LEU 


A 

A 


TOO 

722 


r— OCT 

5.357 


18.244 


OO OH O 

20.218 


H OO 

1 .00 


00 OO 

33.93 


410 


CD1 


i r - 1 i 

LEU 


A 

A 


TOO 

722 


(— 000 
5.226 


A O TOO 

19.728 


OO OO A 

20.021 


H OO 

1 .00 


A ft OO 

43.98 


AAA A 

411 1 


CD2 


i i — 1 1 
LEU 


A 

A 


^7 0 0 

722 


6.753 


17.784 


19.880 


1.00 


30.81 


412 


N 


PRO 


A 

A 


TOO 

723 


0 00 0 
6.338 


15.589 


00 coo 

23.592 


A OO 

1 .00 


OT OO 

37.66 


A A O 

413 


A» A 

CA 


n n r\ 

PRO 


A 

' A 


TOO 

723 


0 o 00 

6.820 


15.209 


O A OH T 

24.917 


H OO 

1.00 


0 r 00 

35.69 


>t H j1 

414 


C 


PRO 


A 

A 


TOO 

723 


6.724 


A O OOO 

16.368 


or 000 

25.893 


A OO 

1.00 


00 or 

39.06 


415 


o 


PRO 


A 

A 


TOO 

723 


t r 4 0 

7.512 


4 T 00 >l 

17.304 


or 000 

25.833 


H OO 

1.00 


00 00 
39.26 


416 


CB 


PRO 


A 

A 


TOO 

723 


0 00c 
8.285 


14.855 


24.662 


H OO 

1.00 


0 4 A O 

34.40 


417 


CG 


PRO 


A 

A 


TOO 

723 


O OTO 

8.272 


4 4 000 
14.339 


00 OOO 

23.283 


H OO 

1.00 


OO A A 

36.44 


y| 4 O 

418 


CD 


PRO 


A 

A 


TOO 

723 


T Or Jl 

7.354 


4 »~ OOO 

1 5.282 


00 roo 

22.562 


H OO 

1 .00 


A A OO 

41.22 


A A) A 

419 


N 


GLY 


A 

A 


TO A 

724 


5.780 


A A OO /I 

16.284 


OA OHO 

26.812 


A AA 

1.00 


OA T r 

39.75 


J OA 

420 


CA 


GLY 


A 

A 


TO A 

724 


/— r r 0 

5.652 


A T OOA 

17.336 


OT TO A 


A OA 

1 .00 


O A O A 

34.24 


421 


C 


oi \y 

GLY 


A 

A 


TO A 

724 


/I C A A 

4.544 


a a n a a 

18.311 


OT A O A 

27.480 


H AA 

1 .00 


OA OA 

36.36 


A OA 

422 


o 


GLY 


A 

A 


TO A 

724 


O AH -4 

3.911 


A O OOT 

18.837 


OO OAO 

28.398 


Hi AA 

1 .00 


OT OA 

37.90 


yf AO 

423 


K 1 

N 


PHE 


A 

A 


TOC 

725 


/i 0 4 0 
4.212 


AO j(tC 

18.465 


or ooh 

26.201 


H OO 

1 .00 


00 or 

32.86 


A O >4 

424 


CA 


nur 

PHE 


A 

A 


TOC 

725 


O H AO 

3.192 


HO/* OA 

19.422 


or 0 a r 

25.845 


H OO 

1 .00 


or 00 

36.30 


425 


C 


PHE 


A 

A 


TOC 

725 


-J OA A 

1 .899 


HA 00 r 

19.385 


OA AOA 

26.620 


A AA 

1 .00 


A A CA 

41 .59 


/i AA 

426 


o 


PHE 


A 

A 


TOC 

725 


1 .385 


AA AAA 

20.441 


AT AAA 

27.002 


H AA 

1 .00 


A A AA 

44.02 


.497 


Ud 


PUP 

rrit 


A 

A 


/ £.0 


9 RAO 


i y .ODD 




1 nn 
1 .UU 


OO /IC 
O^.tO 


428 


CG 


PHE 


A 


725 


1.928 


20.474 


23.958 


1.00 


37.13 


429 


CD1 


PHE 


A 


725 


2.453 


21 .687 


23.542 


1.00 


37.70 


430 


CD2 


PHE 


A 


725 


0.544 


20.302 


23.948 


1.00 


39.17 


431 


CE1 


PHE 


A 


725 


1.618 


22.717 


23.107 


1.00 


36.54 


432 


CE2 


PHE 


A 


725 


-0.308 


21.331 


23.513 


1.00 


39.69 


433 


CZ 


PHE 


A 


725 


0.233 


22.540 


23.089 


1.00 


42.41 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPE | 


RESIDUE | 


# 


X 


V/ 'I 


"7 


OCC 


B 


ATOM 


434 


N ~~T 


ARG | 


A 


726 


A OO C I 

1.335 




9fi 7Q1 I 


1 00 


49.80 I 


435 


CA J" 


ARG I 


A 


726 


0.050 


■\ q n^o 
lo.U4^ 


97 48Q 


1 00 


49.46 | 


436 


C 


ARG T 


A 


726 


0.057 


n q ond. i 




1 00 


52.43 


437 


0 [ 


ARG I 


A 


726 


-0.978 


lo.ioy 


on C44 


i 00 1 


52.56 I 


438 


ci I 


ARG j 


A 


726 


-0.652 [ 




97 1 R4 


1 00 


44.05 | 


439 


CG I 


ARG I 


A 


726 


-1.692 


1o.o2i 


oc np^ I 


1 00 


44.55 I 


440 


CD | 


ARG j 


A I 


726 


O coo I 

-2.598 


H K CAR 
10. DUD 


9fi 003 


1.00 | 


48.35 I 


441 


NE | 


ARG I 


A 


726 


-3.771 j 


IO./D2 j 


o*\ 1 ^n ! 


1 00 I 


56.42 I 


442 


CZ I 


ARG | 


A 


726 


-5.040 


15. boy ! 


9^ ^9R 1 


1 oo i 


62.91 I 


443 1 


NH1 1 


ARG j 


A 


726 


-5.323 


I5.24y 


Oft 7QQ 


1 oo ! 


55.81 I 


444 1 


NH2 1 


ARG I 


A 1 


726 


f\ Ann 1 

-6.028 


•1 C G/1 Q 1 

lo.D^y 


94 fi^P 


1 00 I 


55.35 I 


445 [ 


N f 


AS5N [ 


A 


727 


1.213 \ 


a o CQC 

lO.DOO j 




1 00 i 


53.84 I 


446 


CA 


ASN [ 


A 1 


727 


a ooo 

1.292 


ly.uio | 


on Q69 


1.00 j 


58.03 I 




C | 


ASN | 


A 1 


727 


1.026 


2U.b2o 1 


Oil 1 *^fl I 


1 00 


61.72 I 


448 


o 1 


ASN | 


A 1 


727 


O "*JOO I 

0.723 


on QQO j 


*39 94ft 


1 00 I 


65.35 I 


449 


CB 


ASN | 


A 


727 


2.636 


A o con 

18. boy 


01 Rfl4 
O 1 .DU*f 


1 00 


63.66 I 


450 


CG ! 


ASN 


A 


727 ! 


3.777 


a o c (\~7 ■ 

19.597 


Ol .OOO 


1 00 I 


67 51 I 


451 


OD1 


ASN 


A 


727 


4.837 


iy.2o4 


OU.OO 1 


1 00 


68.14 I 


452 


j ND2 


ASN 


A 


727 


3.606 


OO O OQ 

20.828 


Ol ftftA 
O 1 .ODH- 


1 00 


73.64 I 


453 


I ^ 


[iu 


A 


1 728 


1.190 


I o^ OOO 

i 21.288 


on n47 


I 1 00 


59.72 I 


I 454 


CA 


LEU 


A 


1 728 


| 0.957 


I OO 70fl 

22.739 


on n^R 
ou.uoo 


! 1 oo 

I | m\J\J 


I 50.93 I 


455 


j C 


j [iu 


A 


1 728 


-0.520 


I oo noo 
I 2o.uoo 


9.A 997 


1 i oo 


47,17 I 


456 


I ° 


LEU 


A 


1 728 


I -1.365 


OO O yH "7 

22.247 


OQ QOO 


I 1 00 


I 45.55 | 


I 457 


CB 


LEU 


A 


I 728 


| 1 .369 


I OO O /I Q 

23.34H 


OO CQC 


I 1 00 


I 54.701 


458 


| CG 


j [iu 


A 


1 728 


2.822 


1 OO ilAQ 

2o.4Uo 


OQ OOft 


1 1 00 


] 52.07 I 


459 


CD1 


| LEU 


A 


I 728 


2.808 


O jl OOO 

| 24.029 


Oft 


I 1 00 


| 45.38 j 


460 


CD2 


LEU 


A 


I 728 


: 3.700 


! O A OOO 

24. 22o 


OQ 1 P.1 


i 1 00 


I 47.21 I 


461 




1 HIS 


A 


I 729 


-0.841 


ovi OAH 

j 24.2U1 


OA 7ft^ 
OU. / oo 


1 00 


I 45.54 I 


462 


| CA 


1 HIS 


A 


1 729 


-2.231 


1 O A C OA 

24.5oU 


on Qftft 
ou.you 


1 00 


! 44.10 I 


463 


C 


HIS 


A 


1 729 


-2.972 


24.oby 


OQ fiR^ 


1 00 


I 40.23 I 


464 


1 ° 


HIS 


A 


1 729 


-2.421 


1 O A C17C 

24.97o 


OQ ftRfl 


1 00 


I 44.09 


465 


| CB 


HIS 


A 


729 


-2.328 


25.851 


31.716 


1.00 


54.55 


466 


| CG 


HIS 


A 


729 


-3.717 


26.221 


32.119 


1.00 


63.22 


467 


ND1 


HIS 


A 


729 


-4.016 


j 26.777 


33.340 


1.00 


1 63.71 


468 


1 CD2 


HIS 


A 


729 


-4.893 


I 26.156 


31.442 


1.00 


1 66.57 


469 


j CE1 


HIS 


A 


729 


-5.308 


27.046 


33.401 


1.00 


68.21 


470 


! NE2 


HIS 


A 


729 


-5.861 


26.678 


32.256 


1.00 


68.48 
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TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


471 


N 


VAL 


A 


730 


-4.224 


24.116 


29.653 


1.00 


39.50 




472 


CA 


VAL 


A 


730 


-5.024 


24.042 


28.433 


1.00 


42.50 




473 


C 


VAL 


A 


730 


-5.016 


25.262 


27.563 


1.00 


45.07 


10 


474 


o 


VAL 


A 


730 


-4.893 


25.178 


26.339 


1.00 


50.12 




475 


CB 


VAL 


A 


730 


-6.500 


23.653 


28.710 


1,00 


50.67 




476 


CG1 


VAL 


A 


730 


-7.044 


24.387 


29.936 


1.00 


48.50 


15 


477 


CG2 


VAL 


A 


730 


-7.367 


23.960 


27.478 


1.00 


50.44 


478 


N 


ASP 


A 


731 


-5.249 


26.399 


28.185 


1.00 


51.13 




479 


CA 


ASP 


A 


731 


-5.269 


27.646 


27.453 


1.00 


51.89 




480 


C 


ASP 


A 


731 


-3.856 


27.909 


26.971 


1.00 


46.10 


20 


481 


O 


ASP 


A 


731 


-3.663 


28.213 


25.810 


1.00 


51.50 




482 


CB 


ASP 


A 


731 


-5.820 


28.755 


28.338 


1.00 


51.89 




483 


CG 


ASP 


A 


731 


-7.194 


28.415 


28.872 


1.00 


59.37 


25 


484 


OD1 


ASP 


A 


731 


-8.065 


28.082 


28.030 


1.00 


56.09 


485 


OD2 


ASP 


A 


731 


-7.373 


28.414 


30.122 


1.00 


61.65 




486 


N 


ASP 


A 


732 


-2.862 


27.675 


27.814 


1.00 


37.19 




487 


CA 


ASP 


A 


732 


-1.482 


27.861 


27.392 


1.00 


37.51 


30 


488 


C 


ASP 


A 


732 


-1.177 


26.934 


26.232 


1.00 


39.98 




489 


O 


ASP 


A 


732 


-0.398 


27.268 


25.351 


1.00 


44.52 




490 


CB 


ASP 


A 


732 


-0.516 


27.597 


28.536 


1.00 


40.29 


35 


491 


CG 


ASP 


A 


732 


-0.523 


28.713 


29.565 


1.00 


51.89 


492 


OD1 


ASP 


A 


732 


-1.171 


29.755 


29.313 


1.00 


56.09 




493 


OD2 


ASP 


A 


732 


0.116 


28.562 


30.631 


1.00 


59.50 




494 


N 


GLN 


A 


733 


-1.819 


25.776 


26.213 


1.00 


46.01 


40 


495 


CA 


GLN 


A 


733 


-1.621 


24.832 


25.131 


1.00 


48.12 




496 


C 


GLN 


A 


733 


-2.183 


25.485 


23.884 


1.00 


48.61 




497 


O 


GLN 


A 


733 


-1.531 


25.558 


22.854 


1.00 


51.31 


45 


498 


CB 


GLN 


A 


733 


-2.421 


23.563 


25.364 


1.00 


52.94 


499 


CG 


GLN 


A 


733 


-1.791 


22.511 


26.234 


1.00 


52.25 




500 


CD 


GLN 


A 


733 


-2.659 


21.287 


26.227 


1.00 


53.92 




501 


OE1 


GLN 


A 


733 


-3.252 


20.925 


27.238 


1.00 


59.82 


SO 


502 


NE2 


GLN 


A 


733 


-2.836 


20.701 


25.051 


1.00 


55.07 




503 


N 


MET 


A 


734 


-3.416 


25.952 


23.993 


1.00 


48.02 




504 


CA 


MET 


A 


734 


-4.107 


26.588 


22.887 


1.00 


50.74 


55 


505 


C 


MET 


A 


734 


-3.448 


27.904 


22.453 


1.00 


50.43 


506 


O 


MET 


A 


734 


-3.495 


28.269 


21.286 


1.00 


53.47 




507 


CB 


MET 


A 


734 


-5.545 


26.832 


23.297 


1.00 


56.63 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 
Al KJM 


ATOM TV DC 


nholUUh 


it 
# 


X 


v 
Y 


T 

z. 


UOO 


b 


Al CJM 




OLa 


T"\/D 


A 

A 


739 


o ccc 
O.bbb 


OO /I QT 

00.48/ 


OA TC A 

20.7b4 


1 .00 


A A TO 

41 .72 


b40 


phi 
out 


1 YH 


A 

A 


-TO A 

739 


O Ci C 

-O.b lb 


0>1 OCT 

o4.^b/ 


OA OCO 

20.358 


1 .00 


A O -4 O 

43.18 






1 YH 


A 

A 


TOO 

739 


O 70C 

0. /oo 


OO OTO 


oo 4 oe 
22.126 


■i AA 

1 .00 


vt yl OT 

44.87 


CA Q 

b48 


Oh l 


1 YR 


A 


"TOO 

739 


-1.416 


Ovt OOO 

34.803 


OH OOO 

21 .303 


A /NO 

1 .00 


43.31 


b49 


Ob*l 


1 YH 


A 

A 


TOO 

739 


O 4 CO 

-0.163 


OO OOO 

OO.808 


OO OTO 

23.073 


1 .00 


00 00 
39.98 


CCA 

bbO 


oz 


TYH 


A 

A 


739 


-1 .239 


Oil CCH 

34.561 


OO /■> jl O 

22.649 


1 .00 


38.00 


CC4 

bo i 


UM 


1 YH 


A 

A 


TOO 

739 


O -4 TO 

-2.178 


OC A4 A 

35.014 


oo ccc 

23.556 


•4 AA 

1 .00 


C A AO 

54.08 


ceo 
552 


M 


CCD 

bhH 


A 

A 


T A A 

740 


O OC4 

2.351 


OA f\£> 

30.606 


4 -7 OT j4 

17.674 


1.00 


OO CO 

36.52 


ceo 
5 bo 


OA 


CCD 

bhH 


A 

A 


740 


O A CO 

3.459 


OO HH /I 

30.114 


A 0 OTC 

16.875 


1 .00 


OO 4 "~7 

38.17 


bb4 


O 


CCD 

bbn 


A 

A 


~7 A A 

740 


O 4 OO 

o.l 29 


OA A CO 

29.453 


15.535 


a AA 

1 .00 


OO -4 v4 

38.1 4 


bbb 


U 


CCD 

obn 


A 

A 


740 


A r\r\ a 

4.024 


oo oco 
29.259 


4 A TAe 

14.706 


H AA 
1 .00 


A A C7 

41 .67 


ccc 
bbb 


on 
Od 


CCD 

bhH 


A 

A 


740 


A OOO 

4.390 


OO OO -4 

29.231 


4 T TOT 

1 7.7d7 


A AA 

1 .00 


A O OT 

42.37 


CC"7 

bb/ 


Uu 


CCD 

bhH 


A 

A 


740 


O 7CC 

3.756 


OO AGO 

28.053 


a O OAA 

18.200 


■4 AA 
1 .00 


OO AC 

39.05 


CCQ 

bbo 


M 

IN 


Tnn 

1 Hr 


A 

A 


"7 A A 
741 


4 OCT 4 
1 .851 


oo oco 
29.268 


4 c 00 e 
15.236 


a r\r\ 

1 .00 


OO AA 

32.00 


ceo 

bby 


OA 


TDD 

1 Hr 


A 

A 


T A A 
/41 


4 v( OO 

1 .482 


OQ COO 

2o.b88 


4 >t AA A 

1 4.004 


H AA 
1 .00 


OO TO 

32. /9 


con 

boO 


O 


TDD 

1 Hr 


A 

A 


-J A A 

741 


O OOO 

2.099 


oo oco 
29.060 


4 O C04 

12.681 


■* r\r\ 

1 .00 


O A Oj4 

34.24 


bo i 


U 


TDD 

J Hr 


A 

A 


—f A A 

74 1 


O CTO 

2.b7o 


oo oco 
28.2b0 


A A OA 4 

11 .891 


a r\r\ 

1 .00 


O >4 A O 

34.43 


ceo 


Ob 


TDD 

1 Hr 


A 

A 


-T A A 

741 


O OO A 

-0.034 


OO A AC? 

28.446 


-4 0 04 0 
13.91 8 


A f\f\ 

1 .00 


yl /I OH 

44.21 


ceo 
boo 


Oo 


TDD 

1 Hr 


A 

A 


~7 A A 
741 


O TOO 

-0.733 


OO A OT 

29.48/ 


4 O 4 OO 

13.136 


A f\f\ 

1 .00 


CO 4 O 

58.12 


bo4 


OUT 


TDD 

1 Hr 


A 

A 


—f A A 

741 


O OOO 

-0.889 


oa one 
30.806 


4 O A CO 

1 3.458 


H AA 

1 .00 


e a a e 
64.16 


ccc 
bob 


OU^ 


TDD 


A 

A 


—t A A 

741 


4 OCC 

-1 .365 


OA OAO 

29.303 


4 4 OTA 
11 .870 


A AA 

1 .00 


CO 4 0 

63.13 


ccc 

bob 


iNb l 


TDD 

1 Hr 


A 

A 


-T A A 

741 


4 CT A 

-1 .574 


OH A CO 

31 .462 


HO i(CO 

12.462 


H AA 

1 .00 


CT O 4 

67.31 


DOf 


Ob<£ 


TDD 

1 Hr 


A 

A 


T>! 4 
741 


-1 OOO 

-1 .882 


oa ceo 
30.b62 


4 4 v4TO 
1 1 .473 


H AA 
1 .00 


CT AC 

67.95 


CCQ 

bbo 


Oho 


TDD 

1 Hr 


A 

A 


741 


a ceo 
-1 .558 


OO 4 A A 

28.194 


4 4 AO 4 
11 .031 


H AA 
1 .00 


CT T4 

57.71 


CCO 

boy 


P70 


TDD 

1 Hr 


A 

A 


Tvl H 
741 


o CC -1 

-2.561 


OA ~7 A~7 

30.747 


a f\ OCA 

10.260 


■4 AA 
1 .00 


TA AO 

70.02 


CTA 
Of 0 


O£o 


TDD 

l Hr 


A 

A 


741 


O OOO 


OO OTO 

28.373 


O OO 4 

9.831 


A AA 

1 .00 


CA 4 e 

59.16 


b/ 1 


On^ 


TDD 

1 Hr 


A 

A 


—J A A 

741 


O T04 

-<£.731 


OO C A O 


O ACQ 

9.4bo 


■i AA 

1 .uo 


C C OA 

65.30 


Of d 


M 
IN 


Mb 1 


A 

A 


~7 A O 

f*\d. 


O -1 OA 

*£.184 


OO OTO 

30.3/0 


a 0 Aors 
1 ^.489 


•\ 00 

1 .00 


A A CO 

41 .58 


b/o 


OA 


Mb 1 


A 

A 


742 


O T/tO 

2.Z49 


oo n a c 
30.94b 


H H OCC 

1 1 .<£ob 


i OO 

1 .00 


OO 4 O 

39.1 0 


C7/ 

b/ 4 


O 


urr 
Mb 1 


A 

A 


"7 A O 


>1 4 oo 

4.iyo 


OO C07 

oO.boY 


•i 4 OOO 

1 1 .oyo 


1 00 
1 .00 


OO DC 




V-/ 


MPT 

IVIC 1 


A 
M 


749 




on 


1 0 ni 7 


1 nn 


14 7fl 
Of. / 0 


576 


CB 


MET 


A 


742 


2.689 


32.476 


11.309 


1.00 


42.39 


577 


CG 


MET 


A 


742 


3.147 


33.177 


1 0.032 


1.00 


43.70 


578 


SD 


MET 


A 


742 


1.988 


32.993 


8.658 


1.00 


45.17 


579 


CE 


MET 


A 


742 


0.678 


34.132 


9.133 


1.00 


22.14 


580 


N 


GLY 


A 


743 


4.954 


30.648 


12.165 


1.00 


24.94 


581 


CA 


GLY 


A 


743 


6.367 


30.312 


12.117 


1.00 


27.24 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



499 



EP1 375 517A1 

TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM | 


ATOM TYPE 


RESIDUE 


# 


x T 


Y 


Z 




D 


ATOM 


582 


C 


GLY 


A 


743 I 


6.630 1 


28.836 


-1 4 QQC 
11 .ODD 


1 nn 
1 .uu 


97 21 I 


583 _ r 


O 


GLY 


A 


743 


7.660 


28.461 


H 1 OOO 

1 1 .o#££ 


1 nn 
I .uu 


27 fiQ 


584 |~ 


N 


LEU 


A 


744 I 


5.734 


27.983 


■4 O 0*70 


1 .uu 


9R Q1 


585 I 


CA I 


LEU 


A 


744 


5.895 1 


26.550 


12.17<£ 


1 nn 
l .uu 


2R on 


586 I 


C | 


LEU 


A 


744 


5.632 1 


26.287 


1 U.70o 


1 nn 
l .uu 




587 I 


O I 


LEU 


A 


744 I 


6.375 1 


25.574 


10.048 | 


1 nn 

l .UU 


^1 01 i 


588 T 


CB | 


LEU 


A 


744 


4.899 j 


25.755 


13.018 | 


1 nn 
\ .uu 


2R 72 


589 I 


CG | 


LEU 


A 


744 


5.234 j 


25.626 


14.514 


1 nn 
i .uu 


2Q 11 


590 I 


CD1 I 


[Iu 


A 


744 I 


4.063 


25.022 


15.4i/b 


1 nn 
I .uu 


2*3 2R 


591 T 


CD2 f 


LBJ 


A 


744 I 


6.484 1 


24.771 


4 /i con i 

14.689 


1 nn 
1 .uu 


24 1 5 


592 I 


N I 


MET 


A 


745 


4.566 1 


26.886 


10.^00 


1 nn 
1 .uu 


2R R7 


593 | 


CA 1 


meF 


A 


745 


4.188 I 


26.725 


Q OO o I 

8.803 


i nn 
1 .UU 


2°. QR 


594 | 


C 


MET 


A 


745 


5.254 I 


27.179 


7.822 


i nn 
l .UU 


2Q R1 I 


595 


o 1 


MET I 


A 


745 


5.550 I 


26.480 


6.857 | 


1 nn 
1 .UU 


en 

ij^.DU j 


596 I 


CB 


MET J 


A 


745 


2.895 I 


27 ASA 


O CO /I 

8.534 | 


i nn 
1 .UU 


90 4R ! 


597 


CG 


MET 


A 


745 1 


1.730 


26.888 


O OHO 

9.310 


i nn 
1 .UU 


1 Q QR 


598 


SD 


MET 


A 


745 J 


0.297 


27.272 


8.341 


1.00 


40 -1 c 1 
H-O. 1 O j 


599 


CE 


mIt 


A 


745 


0.642 


29.041 


8.042 


1.00 


AA 97 < 


600 


N 


, VAL 


A 


746 


5.830 


28.341 


; 8.095 


1.00 


4i/.yo 1 


601 


CA 


VAL 


A 


746 


6.876 


28.924 


7.288 


1.00 


OA fKA 


602 


C 


VAL 


A 


1 746 


8.107 


28.051 


| 7.345 


1.00 


9ft AO 


603 


0 


VAL 


A 


746 


I 8.749 


j 27.786 


6.333 


1.00 


07 nR \ 


604 


CB 


VAL 


A 


746 


I 7.248 


30.304 


] 7.835 | 1.00 


Q1 QR ' 
O I .yo ] 


605 


CG1 


I VAL 


A 


746 


8.423 


30.888 


I 7.073 


! 1.00 


9Q 0°, 


606 


CG2 


VAL 


A 


746 


6.066 


31.196 


] 7.737 


1.00 


*59 1Q 


607 


N 


| PHE 


A 


747 


I 8.439 


27.607 


8.541 


1.00 


^1 9Q I 


608 


CA 


PHE 


A 


747 


| 9.605 


26.765 


8.736 


1.00 


Oc.. 1 <7 I 


609 


C 


PHE 


A 


747 


I 9.468 


25.401 


I 8.030 


1.00 




610 


O 


PHE 


A 


747 


| 10.398 


24.916 


7.384 


1.00 


^4 QR ! 


611 


CB 


PHE 


A 


747 


I 9.820 


26.536 


j 10.224 


1.00 


97 QO 


612 


CG 


PHE 


A 


747 


11.209 


I 26.082 


| 10.573 


1.00 




613 


CD1 


PHE 


A 


747 


12.293 


26.915 


10.343 


1.00 


24.54 


614 


CD2 


PHE 


A 


1 747 


1 1 .428 


24.846 


11.166 


1.00 


27.23 


615 


CE1 


I phI 


A 


1 747 


13.571 


26.532 


I 10.699 


I 1.00 


25.88 


616 


CE2 


PHE 


A 


747 


12.711 


24.451 


1 1 .528 


1.00 


25.61 


617 


CZ 


PHE 


A 


747 


13.785 


25.297 


11.293 


1.00 


28.75 


618 


N 


| ALA 


A 


748 


1 8.309 


24.774 


1 8.171 


1.00 


35.11 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPP 
r\ \ \j ivi i I rc 


ppoini ip 


u 
rt 


A 


Y 

T 


7 


npp 

VJV./L. 


D 


ATOM 

Ml \JVi\ 


ft1 Q 


PA 

wM 


Al A 


A 

M 


7Aft 
/ 40 


ft DQR 


9^ Aft*3 

C.O.HOO 


7 ftftl 


1 nn 

1 .uu 


O.A Art 


fi?n 


p 


Al A 
MLM 


A 

M 


7Aft 

/ 40 


ft 11A 
O. I I 4 




ft HftA 
D.U04 


1 nn 
I .uu 


Q7 9ft 
Of .c.0 


fi91 


LJ 


Al A 
MLM 


A 
M 


7Aft 
f 40 


ft ft91 
O.OO I 


99 Q7Q 


0.O44 


1 nn 
1 .uu 


*iR Q7 


ft99 
Odd 




Al A 
MLM 


A 

M 


7AQ 
/40 


ft 77*3 
O./ fO 


99 ftQft 


q noo 


1 nn 
l .uu 


on AO 


ft99 
D^O 


M 
IN 


MPT 
IVI C 1 


A 

M 


7AQ 

/ 4y 


7 9ft R 
/.OOO 


OA 7(Y7 


o.oy i 


1 nn 
i .uu 


/I 1 1C 


0^4 


PA 
L«M 


MPT 
Wit 1 


A 

M 


7AQ 
1 4a 


7 077 
f .df I 


OR (\AA 


>l 1 C7 
4. 1 0/ 


1 nn 

1 .uu 


QQ OH 


ft9ft 


p 


MPT 
IVI C 1 


A 

M 


7AQ 

/ 4y 


ft RA7 
0.O4/ 




o.ooo 


1 .UU 


*3*^ 1 9 
OD. I £ 


ft9fi 


L* 


MPT 
IVI C I 


A 
M 


7AQ 
/ 4 y 


ft Q9A 

o.yo4 


OA 711 


9 AQ1 

^.*ty i 


1 nn 
1 .UU 


*37 QA 


ft97 
Odf 


PR 


MPT 
IVI t 1 


A 

M 


/ 4 y 


ft AAA 
0.444 


9ft QHQ 


Q QQO 


1 nn 
1 .UU 


oo.yo 


fi9ft 


PP 


MPT 
Ml 1 


A 
M 


7AQ 

/ 4y 


ft 17Q 

o. i / y 


9ft ftft9 


9 ftA9 


1 nn 

I .uu 


Aft A7 


ft9Q 
O^y 


ou 


MPT 
IVI tl 1 


A 
M 


7AQ 

/ 4y 


7 AAA 
/ .444 


97 79ft 


1 ft91 
I -O/i I 


1 nn 
1 .uu 


ftn ftQ 
ou.oy 


ftQn 


PP 


MPT 
IVI 1 1 


A 
M 


7 AO 


/.OOO 


9ft QRA 


1 1 OA 
O. I U*f 


1 on 
I .uu 


ftft 79 
OO. Id. 


ft91 
DO I 


M 
IN 


PI V 


A 
M 


1 OU 


y.ou/ 


^o.y^y 


' A 97ft 
4.^/0 


1 nn 
I .uu 




ft99 


PA 


PI V 
OLT 


A 
M 


7ftn 
/ ou 


1 U.ODO 


9ft 1 Qft 


o.O I U 


1 nn 

1 .uu 


A9 nA 


ftQQ 


p 


PI V 


A 
M 


7ftn 

/ou 


1 1 ftOft 
1 1 .OdO 


9A ft9fl 


Q 71 ft 


1 nn 
1 .uu 


AQ 99 


ftQA 
004 




PI V 


A 
M 


7^n 
/ou 


1 <£.OOU 


9A ft7ft 


9 QQQ 


1 nn 

l .UU 


A*3 AQ 
40.40 


ftQft 


M 
IN 


TRP 
1 nr 


A 
M 


7R1 
/ 0 l 


1 1 QHA 




A Rft1 
4.0o I 


1 nn 
1 .UU 


A*; AQ 
40. 4o 


ft9ft 


PA 
L*M 


TOP 
I nr 


A 
M 


7ft1 

/ on 


1 1 .y /o 


99 Rftft 


A R9fl 


1 nn 
1 .uu 


A9 


DO/ 


p 


TDD 

1 nr 


A 

M 


7*;1 
/O 1 


1 1 .o 1 y 


91 ftHft 


1 9QA 


1 nn 
I .uu 


AQ 17 
4o. I / 


ftQft 


Pi 


TPP 
1 nr 


A 
M 


7R1 
/ O I 


1 i.OOD 


91 907 




1 nn 
I .UU 


An 9/1 
4U.^4 


ft9Q 


PR 


TRD 
1 nr 


A 

M 


7R1 
/ 0 I 


11 717 


91 77R 


R 7Q7 

O. fof 


1 nn 
1 .uu 


on oi 


rah 

D4U 


PP 


TRP 
I nr 


A 
M 


7R1 
/ O I 




on /im 
tU.^U I 


R 7*37 

o. /o/ 


1 nn 
I .uu 


A1 ftf; 

4 l .00 


RA1 


pm 

I 


TRP 
i nr 


A 
M 


7ft1 
/ O I 


1 1 7<lft 
II./ OD 


1Q 010 

i y.^ i o 


ft Aft1 
0.*+D I 


1 nn 
I .uu 


QQ AA 

oy.44 


RA9 


PH9 


TRP 
i nr 


A 
M 


7R1 
/ O I 


1 *3 7A1 


9n nftft 

^U.UOO 


ft Qftft 

o.yoo 


1 nn 
I .uu 


9.7 97 
Of .Of 


RA°. 
040 


MP1 

INC I 


TRP 

i nr 


A 
M 


7ft1 
/ 0 I 


1 9 RAR 


1 ft 1 ftft 

l O. I OD 


ft ft1 ft 
O.O I D 


1 nn 
I .uu 


AO 9Q 


RAA 


PP9 


TPP 

i nr 


A 
M 


7ft1 i 
/O I 


1 Q ft7ft 
I O.O/ O 


1 ft fiQ9 

i o.oy^ 


ft ft91 


1 nn 

I -UU 


A1 9ft 
4 1 .d.O 


RAft 
OHO 


PP9. 


TRP 

i nr 


A 
M 


7^1 
/O I 


1 A ft77 


on QA1 


ft 97^ 


1 nn 
I .uu 


A1 9R 
4 I .OO 


RAR 


P79 i 


TRP 

i nr 


A 
M 


7R1 
/O I 


1 1 1 n 
I O. I I U 


1ft flAft 
I O.U*fO 


ft Q7ft 

o.y t o 


1 nn 
I .uu 


Aft 9Q 

40.oy 


RA7 




TRP 
i nr 


A 
M 


7R1 


1ft 1HA 


9H 1 Q*^ 
tlx) . i yo 


ft A*31 


1 nn 
1 .uu 


QQ ft9 i 

oy .u^ 


AAA 


PHP 


TRP 
i nr 


A 
M 


7ft1 
/ O I 


1ft OHft 


1 ft fl1 7 
IO.O 1 / 


ft 9ftn 


1 nn 
I .uu 


A9 9.Q 


649 


N 


ARG 


A 


752 


10 214 


21 792 


3 037 


1 00 


42 27 


650 


CA 


ARG 


A 


752 


9.683 


21.100 


1.862 


1.00 


41.53 


651 


C 


ARG 


A 


752 


10.257 


21.740 


0.602 


1.00 


44.18 


652 


0 


ARG 


A 


752 


1 0.522 


21 .048 


-0.380 


1.00 


43.20 


653 


CB 


ARG 


A 


752 


8.163 


21.186 


1.800 


1.00 


42.14 


654 


CG 


ARG 


A 


752 


7.441 


20.465 


2.920 


1.00 


49.76 


655 


CD 


ARG 


A 


752 


5.938 


20.434 


2.649 


1.00 


48.23 
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TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 


5 


693 


CA 


VAL 


A 


757 


1 2.427 


21 .962 


-5.470 


1.00 


50.64 




694 


C 


VAL 


A 


757 


13.732 


22.776 


-5.370 


1.00 


47.30 




695 


o 


VAL 


A 


757 


13.903 


23.786 


-6.053 


1.00 


48.03 


10 


696 


CB 


VAL 


A 


757 


11.239 


22.943 


-5.756 


1.00 


50.94 




697 


CG1 


VAL 


A 


757 


9.927 


22.177 


-5.892 


1.00 


53.22 




698 


CG2 


VAL 


A 


757 


11.125 


23.998 


-4.660 


1.00 


54.28 


15 


699 


N 


ASN 


A 


758 


14.676 


22.274 


-4.582 


1.00 


53.28 


700 


CA 


ASN 


A 


758 


15.977 


22.917 


-4.340 


1.00 


61.04 




701 


C 


ASN 


A 


758 


1 5.937 


24.448 


-4.140 


1.00 


63.53 




702 


O 


ASN 


A 


758 


1 6.674 


25.191 


-4.802 


1.00 


65.98 


20 


703 


CB 


ASN 


A 


758 


17.026 


22.499 


-5.388 


1.00 


63.98 




704 


CG 


ASN 


A 


758 


18.440 


22.442 


-4.813 


1.00 


62.08 




705 


OD1 


ASN 


A 


758 


18.681 


22.852 


-3.679 


0.00 


62.62 


25 


706 


ND2 


ASN 


A 


758 


19.369 


21.908 


-5.590 


0.00 


62.48 


707 


N 


SER 


A 


759 


14.999 


24.879 


-3.281 


1.00 


63.72 




708 


CA 


SER 


A 


759 


14.763 


26.267 


-2.849 


1.00 


61.29 




709 


C 


SER 


A 


759 


14.379 


27.351 


-3.849 


1.00 


66.13 


30 


710 


O 


SER 


A 


759 


14.067 


28.472 


-3.443 


1.00 


71.37 




711 


CB 


SER 


A 


759 


15.939 


26.770 


-1.995 


1.00 


60.64 




712 


OG 


SER 


A 


759 


16.080 


26.018 


-0.799 


1.00 


55.92 


35 


713 


N 


ARG 


A 


760 


14.388 


27.045 


-5.140 


1.00 


64.35 


714 


CA 


ARG 


A 


760 


14.041 


28.064 


-6.109 


1.00 


59,78 




715 


C 


ARG 


A 


760 


12.551 


28.416 


-6.070 


1.00 


55.67 




716 


O 


ARG 


A 


760 


12.186 


29.563 


-6.345 


1.00 


60.84 


40 


717 


CB 


ARG 


A 


760 


14.492 


27.658 


-7.507 


1.00 


69.19 




718 


CG 


ARG 


A 


760 


14.046 


26.283 


-7.883 


1.00 


73.58 




719 


CD 


ARG 


A 


760 


1 3.925 


26.094 


-9.381 


1.00 


78.27 


45 


720 


NE 


ARG 


A 


760 


13.214 


24.847 


-9.635 


1.00 


80.85 


721 


CZ 


ARG 


A 


760 


1 3.642 


23.646 


-9.246 


1.00 


80.46 




722 


NH1 


ARG 


A 


760 


14.801 


23.528 


-8.597 


1.00 


79.19 




723 


|l II I A 

NH2 


ARG 


A 


760 


12.853 


22.584 


A AAA 

-9.388 


1.00 


— ^ A A M 

76.84 


50 


724 


N 


MET 


A 


761 


11.701 


27.453 


-5.707 


1.00 


46.97 




725 


CA 


MET 


A 


761 


1 0.256 


27.695 


-5.622 


1.00 


41.01 




726 


C 


MET 


A 


761 


9.744 


27.418 


-4.222 


1.00 


37.53 


55 


727 


O 


MET 


A 


761 


10.451 


26.824 


-3.412 


1.00 


38.47 




728 


CB 


MET 


A 


761 


9.496 


26.827 


-6.612 


1.00 


38.49 




729 


CG 


MET 


A 


761 


9.926 


27.040 


-8.034 


1.00 


42.52 
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55 



ATOM 
730 
731 
732 
733 
734 
735 



736 



atom type 
sd 

CE 
N 

CA 



737 



738 



739 



740 



741 



742 



743 



744 



745 
746 
747 
748 



749 
750 



751 
752 
753 
754 
755 
756 
757 
758 
759 
760 
761 
762 
763 
764 
765 
766 



CB 



CG 



CD1 



CD2 



N 

CA 



CB 



CG 
CD1 
CD2 

ciT 



CE2 
CZ 
OH 
N 

CA 



RESIDUE 
MET 



MET 
LEU 

liu 
liu 
liu 

LEU 



CB 
CG 
CD1 
CD2 
CE1 
CE2 
CZ 
N 

CA 



LEU 
LEU 

liu 



TYR 
TYR 
TYR 
TYR 



TYR 



TYR 
TYR 



TYR 
TYR 



# 



7&1 I 8.981 25.994 

761 I 10 000 | 24.558 
T^fl 8^526 27.860 

762 7^49T^638 
762) 6.902 26.548 

TiTl 7344 28^912 

762| 8^366 ^0^ 

762 7. 670 31.178 

762 9.498 29.530 



B ATOM 



-9.104 
-9.111 
-3.930 
-2.614 
-2.664 



1.00 

1.00 

1.00 

1.00 

1.00 



50.12 
43.61 
35.00 
36.81 
41.13 



T^243 1.00 36.62 

.2.048 1.00 39.16 

"-1.827 4349 

1.169 1.00 45.89 



-0.952 



1.00 44.69 



763 
763 
763 



7.245 I 2 5.419 -2.033 
6.422 24.209 -1-963 



1.00 44.41 



5.412 24.241 -0.839 



TYR 
TYR 
TYR 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
ALA 
ALA 
ALA 
ALA 



A 



763 5.504 23.487 | 0 



0.129 



763 
763 
763 



7.323 
6.71 3 



5.701 



22.968 -1.831 



763 



7.174 



763 



5.164 



763 



6.639 



763 



763 



5.634 
5.066 



764 
764 
764 
764 
764 
764 
764 
764 
764 
764 
764 
765 
765 
765 
765 



21 .644 
21 .002 



-2.309 
1.579 



1.00 



1.00 



36.53 



1.00 
1.00 



36.31 
47.60 



1.00 



21.015 -3.476 



1.00 



19.770 



19.778 



1.998 
-3.897 



1.00 
1.00 



19.173 



-3.149 



1.00 



17.995 -3.558 1-00 



61.61 



67.78 



62.67 



4.445 

3.409 

2.681 

2.506 

2.441 

3.048 

3.571 



3.129 

4.169 

3.727 

4.247 

2.314 

1.608 

1.969 

2.449 



25.130 I -0.958 1 00 



25.221 
23.864 
23.333 
26.350 
27.695 
28.142 
28.510 
29.384 

7^759 
30.196 
23.286 
21 .999 
21.343 
22.022 



0.042 
0.164 
1.263 
-0.321 
-0.225 
0.976 
-1.328 
1.076 
-1.236 
-0.033 

-0.978 
-1.049 
-2.386 
•3.289 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 

Too 

1.00 



63.34 
59.80 
62.05 
63.40 
37.20 
38.87 
47.03 
48.96 
34.03 
29.36 
32.46 
37.55 
35.80 
39.68 
29.54 
56.26 
51.43 
51.42 
51.71 
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THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


At ft\ 4 

ATOM 


5 


767 


CB 


ALA 


A 


765 


0.105 


22.232 


-0.959 


1.00 


47.80 




768 


N 


PRO 


A 


766 


1.766 


20.021 


-2.533 


1.00 


52.86 




769 


CA 


PRO 


A 


766 


2.120 


19.407 


-3.813 


1.00 


50.96 


10 


770 


C 


PRO 


A 


766 


1.359 


20.040 


-4.970 


1.00 


48.25 




771 


0 


PRO 


A 


766 


1.893 


20.144 


-6.082 


1.00 


44.31 




772 


CB 


PRO 


A 


766 


1.721 


17.949 


-3.604 


1.00 


57.00 


15 


773 


CG 


PRO 


A 


766 


1.899 


17.761 


-2.133 


1.00 


58.08 


774 


CD 


PRO 


A 


766 


1.237 


19.002 


-1.617 


1.00 


57.23 




775 


N 


ASP 


A 


767 


0.128 


20.479 


-4.707 


1.00 


41.59 




776 


CA 


ASP 


A 


767 


-0.681 


21.119 


-5.743 


1.00 


47.13 


20 


171 


C 


ASP 


A 


767 


-0.774 


22.666 


-5.645 


1.00 


51.59 




778 


o 


ASP 


A 


767 


-1.618 


23.311 


-6.292 


1.00 


55.70 




779 


CB 


ASP 


A 


767 


-2.073 


20.485 


-5.785 


1.00 


48.65 


25 


780 


CG 


ASP 


A 


767 


-2.833 


20.667 


-4.505 


1.00 


51.77 


781 


OD1 


ASP 


A 


767 


-2.205 


20.619 


-3.431 


1.00 


54.76 




782 


OD2 


ASP 


A 


767 


-4.071 


20.839 


-4.573 


1.00 


59.43 




783 


N 


LEU 


A 


768 


0.148 


23.255 


-4.893 


1.00 


48.07 


30 


784 


CA 


LEU 


A 


768 


0.196 


24.697 


-4.719 


1.00 


47.04 




785 


C 


LEU 


A 


768 


1.658 


25.080 


-4.564 


1.00 


49.99 




786 


o 


LEU 


A 


768 


2.141 


25.212 


-3.436 


1.00 


53.64 


35 


787 


CB 


LEU 


A 


768 


-0.574 


25.108 


-3.450 


1.00 


51.86 


788 


CG 


LEU 


A 


768 


-0.631 


26.580 


-3.002 


1.00 


50.53 




789 


CD1 


LEU 


A 


768 


-1.328 


27.390 


-4.062 


1.00 


47.97 




790 


CD2 


LEU 


A 


768 


-1.376 


26.701 


-1.702 


1.00 


46.42 


40 


791 


N 


VAL 


A 


769 


2.387 


25.176 


-5.676 


1.00 


48.70 




792 


CA 


VAL 


A 


769 


3.796 


25.575 


-5.620 


1.00 


48.86 




793 


c 


VAL 


A 


769 


3.954 


^% ^x ^x 

26.933 


-6.287 


1.00 


47.94 


45 


794 


o 


VAL 


A 


769 


3.352 


27.190 


-7.335 


1.00 


49.55 


795 


CB 


VAL 


A 


769 


4.728 


24.572 


-6.321 


1.00 


50.85 




796 


CG1 


ft tt A ft 

VAL 


A 


769 


6.181 


25.049 


-6.216 


1.00 


53.54 




TOT 

797 


CG2 j 


VAL 


A 


769 


4.581 


23.208 


-5.687 


1 .00 


CO 4 o 

53.42 


50 


798 


N 


PHE 


A 


770 


4.734 


27.808 


-5.668 


1.00 


43.61 




799 


CA 


PHE 


A 


770 


4.935 


29.124 


-6.230 


1.00 


40.71 




800 


C 


PHE 


A 


770 


6.179 


29.276 


-7.044 


1.00 


39.27 


55 


801 


O 


PHE 


A 


770 


7.291 


29.151 


-6.531 


1.00 


38.13 


802 


CB 


PHE 


A 


770 


4.939 


30.197 


-5.147 


1.00 


41.24 




803 


CG 


PHE 


A 


770 


3.582 


30.650 


-4.753 


1.00 


39.60 



505 



EP 1 375 517 A1 



TABLE 9 (continued) 



804 



805 
806 



807 



808 
809 
810 
811 
812 



CD1 



CD2 
CE1 
CE2 



CZ 
N 

CA 
C 



PHE 



PHE 
PHE 



PHE 



ATOM I ATOM TYPE | RESIDUE 



PHE 
ASN 
ASN 
ASN 
ASN 



~~x | 


Y 


Z I 


OCC 


B 


770 


2.489 


29.803 T 


-4.896 


1.00 


770 I 


3.391 


31.916 | 


-4.220 


1.00 


770 \ 


1.216 


30.208 J 


-4.515 


1.00 


770 


2.123 


32.332 


-3.834 I 


1.00 


770 


1.027 


31 .476 


-3.980 


1.00 


771 


5.988 


29.397 


-8.345 


1.00 


, 771 


7.113 


29.673 


-9.219 


1.00 


771 


| 7.181 


31.196 


-9.066 


1.00 


771 


1 6.341 


31.785 


-8.345 


1.00 


771 


~ 6.834 


29.268 


I -10.685 


1.00 



ATOM 
40.94 
35.47 
39.80 
37.83 
36.48 



38.22 
39.10 
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THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


A^\. 

occ 


B 


ATOM 


5 


841 


O 


ARG 


A 


774 


2.330 


34.701 


-7.032 


1.00 


43.75 




#"k At 

842 


CB 


ARG 


A 


*^r"^ a\\ 

774 


2.580 


31 .748 


-8.252 


1.00 


At A** J 

46.64 




843 


CG 


ARG 


A 


774 


1.421 


31.121 


-8.923 


1.00 


45.32 


10 


844 


CD 


ARG 


A 


774 


1 .735 


29.667 


-9.102 


1.00 


47.16 




845 


NE 


ARG 


A 


774 


0.588 


28.968 


-9.642 


1.00 


43.73 




846 


CZ 


ARG 


A 


774 


0.344 


27.682 


-9.445 


1.00 


41.94 


15 


847 


NH1 


ARG 


A 


774 


1.183 


26.954 


-8.717 


1.00 


42.65 


848 


NH2 


ARG 


A 


774 


-0.753 


27.136 


-9.952 


1.00 


39.92 




849 


N 


MET 


A 


775 


4.486 


34.023 


-7.168 


1.00 


34.68 




850 


CA 


MET 


A 


775 


4.955 


34.877 


-6.069 


1.00 


38.36 


20 


851 


C 


MET 


A 


775 


4.496 


36.328 


-6.332 


1.00 


41.88 




852 


o 


MET 


A 


775 


4.119 


37.065 


-5.416 


1.00 


41.28 




853 


CB 


MET 


A 


775 


6.485 


34.839 


-5.975 


1.00 


33.18 


25 


854 


CG 


MET 


A 


775 


7.046 


33.622 


-5.276 


1.00 


24.32 


855 


SD 


MET 


A 


775 


8.813 


33.416 


-5.539 


1.00 


40.19 




856 


CE 


MET 


A 


775 


9.443 


34.965 


-4.970 


1.00 


48.34 




857 


N 


HIS 


A 


776 


4.484 


36.695 


-7.608 


1.00 


46.87 


30 


858 


CA 


HIS 


A 


776 


4.065 


38.006 


-8.065 


1.00 


41.06 




859 


C 


■ mm 

HIS 


A 


776 


2.568 


38.136 


-8.311 


1.00 


At AW* -A 

43.18 




860 


o 


HIS 


A 


776 


1.969 


39.153 


-7.991 


1.00 


48.98 


35 


861 


CB 


HIS 


A 


776 


4.804 


38.351 


-9.348 


1.00 


45.79 


862 


CG 


HIS 


A 


776 


4.486 


39.712 


-9.873 


1.00 


44.99 




863 


ND1 


HIS 


A 


776 ! 


3.327 


A++. A^. A"*. A"K 4**, 

39.992 


-10.560 


1.00 


46.34 




864 


CD2 


HIS 


A 


776 


5.167 


40.879 


-9.788 


1.00 


44.43 


40 


865 


CE1 


HIS 


A 


776 


3.300 


41.270 


-10.877 


1.00 


44.55 




866 


NE2 


HIS 


A 


776 


4.406 


41 .833 


-10.419 


1.00 


49.86 




867 


N 


LYS 


A 


777 


1.964 


37.143 


-8.938 


1.00 


46.29 


45 


868 


CA 


■ % AT A**. 

LYS 


A 


777 


0.542 


37.214 


-9.220 


1.00 


48.46 


869 


C 


LYS 


A 


777 


-0.276 


37.241 


-7.920 


1.00 


49.12 




870 


o 


LYS 


A 


777 


-1.356 


37.835 


-7.869 


1.00 


53.96 




871 


CB 


LYS 


A 


777 


0.128 


36.042 


-10.126 


•4 Ark 

1 .00 


CA ■i A 

50.10 


50 


872 


CG 


LYS 


A 


777 


-1.193 


36.233 


-10.872 


1.00 


58.08 




873 


CD 


LYS 


A 


777 


-1.161 


37.460 


-11.791 


1.00 


65.16 




874 


CE 


LYS 


A 


777 


-2.090 


38.590 


-11.301 


1.00 


75.26 


55 


875 


NZ 


LYS 


A 


777 


-3.524 


38.363 


-11.635 


1.00 


77.33 


876 


N 


SER 


A 


778 


0.249 


36.616 


-6.870 


1.00 


50.25 




877 


CA 


SER 


A 


778 


-0.432 


36.551 


-5.571 


1.00 


48.63 
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TABLE 9 (continued) 



ATOM 
878 
879 



880 



881 
882 
883 



ATOM TYPE 



884 
885 



886 
887 



888 
889 



890 



891 



892 



893 
894 
895 
896 



897 

898 

899 

900 

901 

902 



903 



904 



905 



C 

o 

CB 



OG 
N 

CA 



RESIDUE 
SER 
SER 

sIr 



SER 
ARG 
ARG 



C 
O^ 



CB 
CG 



CD 
NE 



ARG 

"arg 



# 
A 
A 
A 



Y 

-0.193 
-0.827 
0.116 



A 
A 
A 



778 
779 
779 



ARG 
ARG 



ARG 
ARG 



CZ 
NH1 



ARG 
ARG 



NH2 



N 

CA 
C 
O 
CB 
CG 
SD 
CE 
N 

CA 



ARG 

"met 

MET 
MET 
MET 

meF 

MET 
MET 

"met 

TYR 
TYR 



TYR 



TYR 



906 



CB 
CG 



TYR 
TYR 



907 



CD1 



908 



CD2 



TYR 
TYR 



909 
910 



911 



CE1 

ci2 

~CZ 



TYR 
TYR 
TYR 



912 
913 
914 



OH 
N 

CA 



TYR 
SER 

sIr 



A 
A 



A 
A 



779 
779 
779 
779 



A 
A 



779 
779 



A 
A 



779 
779 



1.446 
0.842 
1.242 
1.901 
1.801 
0.081 
-0.472 
-1.603 
■2.471 
-3.095 
2.935 



Z 

37.808 
38.019 
35.397 
35.715 
38.546 
39.798 
39.668 
40.580 
40.799 
41.124 



occ I 


B 


-4.756 


1.00 


-3.727 | 


1.00 


-4.761 | 


1.00 


-4.386 


1.00 


-5.141 


[ 1.00 


-4.491 


1.00 


-3.113 


1.00 


-2.276 


1.00 



ATOM 
53.35 
57.00 
42.58 
43.83 
58.37 
56.74 
54.76 
51.96 



42.120 
42.088 



43.150 
44.337 



779 
780 
780 
780 
780 
780 
780 
780 
780 



A 
A 



A 
A 



A 
A 



A 
A 



781 
781 
781 
78? 



-3.912 
2.600 
3.323 
4.773 
5.595 
2.953 
1.530 
1.554 
2.616 
5.092 



43.007 
38.551 
38.334 
38.214 



-4.461 
-5.841 



1.00 



57.70 



1.00 56.33 



-5.735 
-6.907 
7.397 
-6.824 



1.00 58.79 



1.00 
1.00 



62.79 



61.40 



1.00 62.02 



37.686 
37.015 
36.831 
35.622 
34.289 
38.712 



-8.426 
-2.897 
•1 .650 
-2.049 



1.00 
1.00 
1.00 
1.00 



65.13 
46.79 
42.92 
41.04 



1.311 
1 .005 



1.00 
1.00 



43.38 
45.45 



6.429 
7.532 
8.499 



38.610 
38.923 
38.166 



■0.596 
0.748 
0.007 
-3.229 
-3.744 



-2.753 
-2.682 



1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



54.10 
62.75 
62.66 



39.62 
33.06 



33.20 



1.00 40.06 



781 
781 



7.782 38.995 -5.819 



A 
A 
A 



A 
A 



781 
781 



781 

78? 

781 



781 



782 
782 



9.063 
7.651 
10.184 
8.778 
10.051 



39.330 
38.203 



11.207 



7.419 
8.492 



38.887 
37.756 
38.105 
37.679 



-5.400 
-6.952 
^07? 
-7.644 



40.009 
40.346 



-7.190 
-7.825 
1 .986 
•1.009 



1.00 46.69 



1.00 
1.00 



1.00 
1.00 



1.00 
1.00 
1.00 
1.00 



53.38 
48.14 
50.46 
46.86 
51.34 
55.86 
39.72 
46.33 
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TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


915 


C 


SER 


A 


782 


8.597 


39.361 


0.159 


1.00 


38.58 




916 


o 


SER 


A 


782 


9.697 


39.007 


0.604 


1.00 


34.19 




917 


CB 


SER 


A 


782 


8.364 


41.780 


-0.472 


1.00 


44.39 


10 


. 918 


OG 


SER 


A 


782 


7.042 


42.049 


-0.044 


1.00 


52.83 




919 


N 


GLN 


A 


783 


7.453 


38.904 


0.650 


1.00 


36.42 




920 


CA 


GLN 


A 


783 


7.486 


37.948 


1.736 


1.00 


43.09 


15 


921 


C 


GLN 


A 


783 


8.040 


36.661 


1.160 


1.00 


41.26 


922 


O 


GLN 


A 


783 


8.980 


36.075 


1.709 


1.00 


47.55 




923 


CB 


GLN 


A 


783 


6.102 


37.717 


2.321 


1.00 


42.73 




924 


CG 


GLN 


A 


783 


5.538 


38.915 


3.059 


1.00 


48.39 


20 


925 


CD 


GLN 


A 


783 


5.113 


40.045 


2.137 


1.00 


50.96 




926 


OE1 


GLN 


A 


783 


4.504 


39.831 


1.083 


1.00 


53.94 




927 


NE2 


GLN 


A 


783 


5.430 


41 .260 


2.538 


1.00 


52.89 


25 


928 


N 


CYS 


A 


784 


7.532 


36.300 


-0.015 


1.00 


36.76 


929 


CA 


CYS 


A 


784 


7.945 


35.084 


-0.710 


1.00 


35.38 




930 


C 


CYS 


A 


784 


9.456 


35.006 


-0.859 


1.00 


33.10 




931 


o 


CYS 


A 


784 


10.073 


33.978 


-0.568 


1.00 


39.32 


30 


932 


CB 


CYS 


A 


784 


7.244 


34.989 


-2.066 


1.00 


31.26 




933 


SG 


CYS 


A 


784 


5.513 


34.425 


-1.949 


1.00 


42.23 




934 


N 


VAL 


A 


785 


10.060 


36.132 


-1.199 


1.00 


33.87 


35 


935 


CA 


VAL 


A 


785 


11.491 


36.173 


-1.363 


1.00 


31.80 


936 


C 


VAL 


A 


785 


12.149 


35.937 


-0.019 


1.00 


33.12 




937 


0 


VAL 


A 


785 


13.164 


35.267 


0.051 


1.00 


35.91 




938 


CB 


VAL 


A 


785 


11.928 


37.502 


-1.962 


1.00 


37.92 


An 


939 


CG1 


VAL 


A 


785 


13.417 


37.484 


-2.236 


1.00 


35.87 




940 


CG2 


VAL 


A 


785 


11.171 


37.748 


-3.264 


1.00 


33.21 




941 


N 


ARG 


A 


786 


11.556 


36.461 


1.052 


1.00 


36.61 


45 


942 


CA 


ARG 


A 


786 


12.091 


36.278 


2.406 


1.00 


38.66 


943 


C 


ARG 


A 


786 


12.037 


34.801 


2.831 


1.00 


36.30 




944 


0 


ARG 


A 


786 


1 3.008 


34.249 


3.362 


1.00 


38.29 




945 


CB 


ARG 


A 


786 


4 4 **> A 4*\ 

11.343 


37.175 


3.407 


1.00 


A A f\ A 

44.04 


50 


946 


CG 


ARG 


A 


786 


11.732 


38.650 


3.320 


1.00 


47.85 




947 


CD 


ARG 


A 


786 


12.880 


38.968 


4.255 


1.00 


50.22 




948 


NE 


ARG 


A 


786 


12.397 


39.082 


5.635 


1.00 


62.62 


55 


949 


CZ 


ARG 


A 


786 


13.172 


39.167 


6.719 


1.00 


58.03 




950 


NH1 


ARG 


A 


786 


14.494 


39.134 


6.609 


1.00 


61.23 




951 


NH2 


ARG 


A 


786 


12.621 


39.385 


7.908 


1.00 


54.77 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



A I UM 


ATAU TV/or 

Al UM TYPE 


RESIDUE 


# 


X 


v/ 

Y 


Z 


occ 


B 


AT" ON ft 1 

ATOM 


989 


ki 

! N 


SER 


A 

A 


T A A 

791 


4 A AAA 

14.388 


28.963 


A 4 AA 

3.130 


A A A 

1.00 


A A J F 

38.77 


ADA 

990 


CA 


SER 


A 

A 


791 


4 A C 4 O 

14.516 


27.661 


O P f\4 

2.501 


4 OO 

1.00 


Of? OO 

35.86 


oo h 

991 


C 


SER 


A 

A 


to 4 

791 


15.951 


27.507 


A A A A 

2.010 


A A A 

1.00 


OT O 4 

37.61 


992 


O 


SER 


A 

A 


791 


16.533 


26.432 


A A AT 

2.127 


A A A 

1.00 


A A ^ A 

42.51 


OOO 

993 


CB 


o c n 

SER 


A 

A 


to 4 

791 


4 O C4 r 

13.515 


27.479 


4 O O 

1.363 


4 A A 

1.00 


A A AT 

39.07 


oo a 

994 


OG 


o r— n 

SER 


A 

A 


791 


1 3.974 


28.090 


0.177 


1.00 


55.38 


ooc 

995 


N 


GLN 


A 

A 


792 


16.563 


28.585 


A ^ A A 

1.541 


4 A A 

1.00 


A A J A 

38.43 


/-\ O O 

996 


CA 


GLN 


A 


792 


4 "7 A A A 

17.938 


28.481 


A AAA 

1.086 


4 A A 

1.00 


j| A A ^ 

43.65 


997 


C 


GLN 


A 

A 


792 


4 o oto 

18.978 


28.304 


O OO 4 

2.201 


A A A 

1.00 


J A A A 

46.43 


ooo 

998 


O 


Z™' 1 ft. 1 

GLN 


A 

A 


too 

792 


A A f\ a r\ 

20.049 


27.761 


a a 4 

1.951 


A A A 

1.00 


53.03 


ooo 

999 


CB 


GLN 


A 

A 


too 

792 


18.297 


29.652 


A A A 4 

0.201 


A A A 

1.00 


j AA 

43.96 


4 OOO 

1000 


CG 


/"N i k | 

GLN 


A 

A 


TO r\ 

792 


4 AC C 

17.455 


Ort TOO 

29.723 


-1.021 


4 OO 

1 .00 


CO /I o 

50.40 


a oo 4 

1001 


CD 


GLN 


A 

A 


to o 

792 


17.516 


O 4 OOO 

31 .082 


4 O jl O 

-1.648 


4 OO 

1 .00 


CO OO 

56.80 


1002 


OE1 


GLN 


A 

A 


too 

792 


1 7.275 


OO OO 4 

32.081 


O OTf" 

-0.975 


4 OO 

1.00 


CO A O 

59.46 


^ ooo 

1003 


K ICO 

NE2 


GLN 


A 

A 


too 

792 


17.852 


O 4 4 An 

31.142 


O OOO 

-2.938 


4 OO 

1.00 


CO O il 

56.24 


A OO A 

1004 


N 


GLU 


A 

A 


•7AA 

793 


18.684 


OO TO A 

28.734 


O A O A 

3.424 


4 OO 

1.00 


4 O OO 

46.80 


1005 


CA 


GLU 


A 

A 


TOO 

793 


19.658 


28.561 


A ^ A A 

4.510 


-j A A 

1 .00 


j *r\ AA 

46.06 


4 OOO 

1006 


C 


GLU 


A 


793 


1 9.852 


/"\— 7 ATA 

27.078 


j| TAT 

4.787 


A A A 

1 .00 


J a T ^ 

40.74 


4 OOT 

1007 


o 


GLU 


A 

A 


793 


20.972 


OO OOO 

26.632 


|— s\ O O 

5.000 


4 OO 

1.00 


^ j AA 

41.28 


4 oo o 

1008 


CB 


GLU 


A 

A 


to o 

793 


19.214 


AA A A A 

29.248 


5.814 


_| A A 

1.00 


f— -A A A 

51.06 


a ooo 

1009 


CG 


/ — \ | | | 

GLU 


A 

A 


too 

793 


18.949 


A A TT A 

30.772 


^ TA A 

5.734 


A A A 

1.00 


AT 4 #™ 

67.15 


4 f\4 f\ 

101 0 


CD 


GLU 


A 

A 


TOO 

793 


n/\ <\4 o 

20.212 


O 4 O A A 

31.644 


r TOO 

5.762 


A A A 

1.00 


T 4 A ^ 

74.35 


4 f\4 4 
1011 


OE1 


/** i 1 1 
GLU 


A 

A 


too 

793 


21 .328 


O 4 OOO 

31 .098 


C TOO 

5.703 


1 .00 


TO 4 C 

72.15 


4 r\ 4 o 

1012 


OE2 


z~\ iii 
GLU 


A 

A 


793 


20.083 


OO OO A 

32.894 


f— O OT 

5.837 


4 OO 

1.00 


O O 4 A 

83.11 


4 f\4 o 

1013 


N 


PHE 


A 

A 


TO a 

794 


18.771 


OO OOO 

26.302 


A TOO 

4.760 


A A A 

1.00 


A A A A 

38.60 


4 f\4 A 

1014 


CA 


PHE 


A 

A 


to >i 

794 


18.862 


r\ A OOO 

24.866 


r- oo 4 

5.031 


4 OO 

1.00 


OO oc 

36.65 


4 f\4 C 

101 5 


C 


nu r~ 

PHE 


A 

A 


794 


19.960 


O A O 'I 1 

24.277 


A OOO 

4.206 


4 OO 

1.00 


j| O OO 

40.69 


4 A 4 O 

1016 


o 


nur 

PHE 


A 

A 


TO A 

794 


20.761 


OO /(TO 

23.478 


A OOO 

4.690 


4 OO 

1 .00 


A 4 TO 

41.76 


1017 


CB 


PHE 


A 

A 


to /4 

794 


17.562 


O A 4 OO 

24.160 


>■ OOO 

4.686 


4 OO 

1 .00 


OO OO 

32.29 


4 f\4 o 

101 8 


CG 


PHE 


A 

A 


TO * 

794 


16.462 


O A A 4 O 

24.410 


r~ ooo 

5.669 


4 OO 

1 .00 


OT OO 

37.63 


1 ni q 




puc 
rnt 


A 
M 






^T.OOO 


/.UOU 


1 fin 

1 .uu 


0.7 OO 
Of 


1020 


CD2 


PHE 


A 


794 


15.173 


24.718 


5.229 


1.00 


43.04 


1021 


CE1 


PHE 


A 


794 


15.665 


24.605 


7.945 


1.00 


35.06 


1022 


CE2 


PHE 


A 


794 


14.126 


24.969 


6.140 


1.00 


37.46 


1023 


CZ 


PHE 


A 


794 


14.376 


24.913 


7.494 


1.00 


27.46 


1024 


N 


GLY 


A 


795 


20.018 


24.729 


2.963 


1.00 


51.69 


1025 


CA 


GLY 


A 


795 


21.033 


24.260 


2.040 


1.00 


57.61 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1 881 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


"7 


AAA 


R 


ATOM 


1026 


C 


GLY 


A 

A 


to 

795 


22.440 


DA CQC 

24.oyo 




1 nn 


Sft 51 


1027 


O 


GLY 


A 


795 


OO OOQ 

23.3oo 


2o. oOU 




1 nn 

I .uu 


o4 63 


1028 


N 


TRP 


A 

A 


796 


oo eoc 

22.625 


OC CiC\A 

20.yy4 


0 £94 


1 nn 

I .uu 


SB 85 


1029 


CA 


TRP 


A 

A 


too 

796 


OO O 

23.942 


OC CA/1 

2b.0U4 


f£.y*f*t 


1 nn 

I .uu 


fi1 47 


1030 


C 


TRP 


A 

A 


796 


24.433 


oc noe 

/it). yob 




1 nn 

I .uu 


5Q 21 


1031 


O 


TRP 


A 

A 


796 


OC >l 

25.614 


OC CACi 

2o.b4y 


A AflQ 


1 nn 

I .uu 


55 17 


1032 


CB 


TRP 


ML 

A 


796 


OO OOC 

23.966 


oq noo 
2o.Uoy 


O 7~7C\ 

d.ffyj 


1 nn 

I .uu 


77 04 


1033 


CG 


TRP 


A 

A 


796 


r\ A A A ■* 

24.44 1 


on QOA 

2o.y24 




1 nn 

1 .uu 


QQ 05 


1034 


CD1 


TRP 


A 

A 


796 


OO 7 J C\ 


oo AH Q 

oU.U 1 O 




1 nn 

1 .uu 


10^ 16 


1035 


CD2 


TRP 


A 

A 


796 


oc eno 

25.693 


OQ CtA~7 

2o.o4/ 


A 

*f.OOO 


1 nn 

1 .uu 


1 Ul . J7"T 


1036 


NE1 


TRP 


A 

A 


796 


O A EOQ 

24.52o 


on coo 
oU.b22 


O.'fOU 


1 nn 

l -UU 


107 43 


1037 


CE2 


TRP 


A 

A 


796 


OC ~70 H 

25.701 


OO ooo 

2y.y2y 


C CAC 

D.OUD 


1 nn 

I .uu 


1 np Qn 


1038 


CE3 


TRP 


Ml 

A 


796 


Of? OO -4 

26.801 


0~7 n7C 

2/.y/b 


A CCT 

4.bb / 


1 nn 

I .uu 


1 nft 7? 

1 uo. / c 


1039 


CZ2 


TRP 1 


A 


796 


Of? 770 

26.778 


OA H C7 
OU. 1 0/ 


c cno 


1 nn 
1 .uu 


11 n fiQ 

1 1 U.UC7 


1040 


CZ3 


TRP 


A 


796 


OTT O "7 H 

27.871 


OQ OA/1 

2o.2U4 


C CC1 


1 nn 
I .uu 


nn R7 

1 1 u.u/ 


1041 


CH2 


TRP 


A 


796 


0~7 O A C 

27.845 


OA OOC 

29.2ob ; 


C /ICO 

b.4b<c 


1 nn 
I .uu 


111 nQ 


1042 


N 


LEU 


A 


797 


23.500 


OC ~7~7C\ 

25.779 


C OOH 

0.221 


1 nn 

I .Uu 


5fi 75 


1043 


CA 


LEU 


A 


797 


OO oc^ 

23.851 


OC OOC 

2o.2ob 




1 nn 
I .uu 


54 n4 


1044 


C 


LEU 


A 


^^^^ ™v 

797 


24.012 


OO ~7G~7 

23.767 


c c/n 
b.b4U 


1 nn 


5fi 5R 


1045 


O 


LEU 


A 


797 


24.629 


OO O V 7 

23.277 


/.OOf 


1 nn 
1 .uu 


n^ 

O/C.UO 


1046 


CB 


LEU 


A 


797 


22.839 


OC TOO 

25.782 


"7 CQQ 
/.OOO 


1 nn 
I .uu 


59 4Q 


1047 


CG 


LEU 


A 


— r Ai 

797 


OO ooo 

23.080 


0*7 H Q /I 

27.1 o4 


0. 1 01 


1 nn 
i .uu 


4P ^ 


1048 


CD1 


LEU 


A 

A 


797 


O -1 OOC 

21 .835 


07 707 


Q Q07 


1 nn 

l .uu 


np 

OC7.Uf- 


1049 


CD2 


LEU 


* 

A 


797 


24.229 


0*7 H OO 

27.1 2o 


O H OQ 

y.i 20 


1 nn 
I .uu 


4^ fiQ 


1050 


N 


GLN 


A 


798 


OO A OO 

23.462 


OO AOA 


C RR.A 

O.bo4 


1 nn 
I .uu 


5^ 4P 


1051 


CA 


GLN 


A 


798 


OO coo 

23.560 


OH CCH 

21 .obi 


C 70Q 

0. /Uo 


1 nn 
I .uu 


57 fl7 


1052 


C 


GLN 


A 


798 


OO "~ 7 fl O 

22.788 


OA ACA 

2U.ybU 


c nan 
b.oyu 


1 nn 

I .uu 


54 Qft 


1053 


O 


GLN 


* 

A 


798 


OO Of? o 

23.268 


OA AOA 


/ .0/ l 


1 nn 
I .uu 


5^ fl5 


1054 


CB 


GLN 


A 


798 


OC ooo 

25.028 


OH H AO 

21 . lUo 


C 77/1 
0. / / 4 


1 nn 
\ .uu 


fi7 R7 

U / .O/ 


1055 


CG 


GLN 


A 


798 


OC T70 

25.773 


OH AQQ 

21 .uoo 


4.400 


1 nn 

I .uu 


fti ^n 


1056 


CD 


GLN 


A 


798 


27.115 


20.345 


4.507 


A y*v fT% 

1.00 


n 4 40 

91.19 


1057 


OE1 


GLN 


A 


798 


27.910 


20.564 


5.428 


1.00 


96.98 


1058 


NE2 


GLN 


A 


798 


27.368 


19.463 


3.532 


1.00 


87.09 


1059 


N 


ILE 


A 


799 


21.597 


21 .494 


7.131 


1.00 


49.17 


1060 


CA 


ILE 


A 


799 


20.728 


21.040 


8.219 


1.00 


45.76 


1061 


C 


ILE 


A 


799 


20.348 


19.545 


8.071 


1.00 


47.10 


1062 


O 


ILE 


A 


799 


19.766 


19.135 


7.059 


1.00 


40.12 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


■ ATOM TYPP 
i Ml Wlvl 1 T r C 


DCQini IP 

ntolUUt 


it 


v 
A 


v 
i 


7 


ppp 
uuu 


D 


ATPM 
A I UIVI 


1 nfi7 

I UOO 


PR 
vD 


II p 


A 
A 


7QQ 

/ yy 


1 Q 414 

1 \7.H 1 H 


91 ftQ4 


ft 9ftft 


I .UU 


7fl ft7 
00.0/ 


1 nft4 
I UOH 


Pf^1 


II P 


A 
A 


7QQ 

/yy 


1 Q 777 
i y. / oo 


90 000 

cO.OOO 


ft 7ft7 
O.OOO 


1 on 
1 .uu 


7ft 1ft 
OO. 1 0 






II P 


A 
A 


7QQ 
/ yy 


1fl ft79 


91 4ftn 


Q 77Q 

y.o/y 


1 nn 
I .uu 


7ft A1 
OD.O 1 


1 nftft 

l UOO 




II P 
ILP 


A 
A 


7QQ 

/ yy 


9n ftftft 

cU.DOD 


97 ftQ1 


q 4ftn 
y.*fOU 


1 nn 
1 .uu 


97 1 Q 


1 nft7 




TUD 

i nn 


A 
A 


flnn 
ouu 


9n 77ft 

CA). 1 OO 


1ft 79ft 
1 0. / 


q n4ft 


1 nn 
I .uu 


4ft 1 Q 

*to. i y 


1 nftft 
I UDO 




TWO 

l nn 


A 

A 


ftnn 
ouu 


on oqc 
£ U.OOO 


I / .0 1 u 


Q H9ft 

y.u^o 


1 nn 

1 .UU 


A7 Rft 
4/.00 


i uoy 


p 


TUP 

I nri 


A 

A 


«nn 
ouu 


1 ft ftft7 
I o.ooo 


17 9flft 
I / .£UO 


Q 7ftA 


1 nn 
I .uu 


Ad Oft 


I u/u 


p 

u* 


TWO 

I nn 


A 

A 


ouu 


1 ft 74 ft 
I O.OHO 


1 ft m q 
I o.u 1 0 


1 n 1 9ft 

1 U. 1 cX> 


1 nn 
I .uu 


ftft nn 
oo.uu 


1 1Y71 
I U/ I 




TUP 

i nn 


A 
A 


ftnn 
ouu 


^ I .C.C.C. 


1ft A7A 


1 n nftn 
I u.uou 


1 nn 
I .uu 


47 9Q 


1 CY70 
I U/ t 


ppi 


TWO 

i nn 


A 

A 


flnn 
ouu 


9H 77*3 
^U. / /O 


1 ft 79Q 

1 0. f ^y 


1 1 7Qft 

1 1 .oyo 


1 nn 
I .uu 


ft7 1 ft 
OO. 1 0 


1 n77 
I U/ O 


PP9 


TWO 

i nn 


A 
A 


ann 
ouu 


99 ftQft 

^<i.oyo 


1fi 010 
I O.O I O 


Q Qftft 

y.yoo 


1 nn 
I .uu 


ft7 77 
OO.OO 


1 (X7A 
I U/H 


M 


POPi 
rnU 


A 
A 


OU I 


1 ft 1 7n 

I O. I /u 


1 ft 97ft 
I O.^OO 


ft 74ft 
0. / *fU 


1 nn 
I .uu 


47 7n 

1 / .OU 


1 n7ft 
I U/ O 


PA 


POP 

rnU 


A 
A 


OU i 


1 ft 777 
I D. / OO 


1 ft nftft 
I o.uoo 


0 non 
y.uuu 


1 nn 
I .uu 


49 71 


1 <Y7fi 
I U/O 


p 
U 


POP 

r nU 


A 

A 


OU 1 


1 ft 7ft7 
I O.OOO 


1 ft Qftft 

i o.yoo 


1 n 47ft 
I u.*+/ 0 


1 nn 
I .uu 


7ft ft4 

oo.o*f 


1 (Y77 
I U/ / 


p 
u* 


POP 


A 

A 


ftm 

OU I 


i o. i yo 


1 ft 1 7n 

I O. I OU 


1 n ft7ft 
I u.ooo 


1 nn 
1 .uu 


4n 97 


1 ft7ft 
I U/O 


PR 
UD 


POP 


A 
A 


ftm 

OU I 


I O.HUH 


1 A 7QQ 

i yy 


ft 991 


1 nn 
I .uu 


47 ftQ 

*¥/ .oy 


1 fY7Q 

i u/y 


PP 


POP 
r nw 


A 
A 


ftm 
OU 1 


1 7 9Qft 


1 A Qft1 

i *f.yo 1 


7 nri7 


1 nn 
I .uu 


4ft ftft 
*f O.DO 


1 nftn 

I UOU 


pn 

UU 


POP 

r nU 


A 
A 


ftm 

OU I 


1 ft ftn7 
I o.ouo 


1 ft 7ft 1 
1 0.00 1 


7 fti ft 

/.DID 


1 nn 
I .uu 


4ft 97 


1 nfti 

1 UO 1 


M 


PI M 


A 
A 




17 7fti 

I f .OO I 


1 ft ftft9 


1 1 71 n 
I 1 .0 1 u 


1 nn 
I .uu 


41 ftft 
*r I .DO 


i nft9 

1 U0<1 


PA 
UM 


PI M 


A 
A 


OUt 


17 om 

I 1 


1 ft ftftn 

I D.oOU 


1 9 7ftA 


1 nn 
I .uu 


A7 ftft 
*fO.OO 


1 nft7 
i uoo 


p 
U 


PI M 


A 
A 


OUt 


1 7 97ft 


1 ft QftQ 

i o.yoy 


1 7 AH7 
I 0.*fUO 


1 nn 
I .uu 


4ft AA 


1 n«4 

I UOH 


p 


PI M 


A 
A 


nn9 


1 ft ftfift 
I O.OUO 


17 9ftft 


1 A 79Q 


1 nn 
I .uu 


4Q ft1 

*fy.o I 


1 nftft 


PR 
UD 


PI M 


A 

A 


ftn9 
ou£ 


1 ft ^ft 
1 O.OOO 


"\A fift4 


1 7 71 1 
1 O.O 1 1 


1 nn 
I .uu 


4fi Qft 

HO.yo 


1 nftft 


PP 
Uu 


PI M 


A 
A 


PM9 
Out 


1 ft ^91 
I O.O^ I 


17 9ftn 


1 9 ft7n 
I ^.oou 


1 nn 
I .uu 


4ft 4ft 


1 087 


pn 
uu 


PI M 


A 

A 


ftn9 


1 ft ftftft 
I O.OOO 


17 11ft 
I O. I ID 


1 1 777 
f I .O/ O 


1 nn 
1 .uu 


4ft 77 
HO. / O 


1 nftft 
I uoo 


PP1 


PI M 


A 
A 




1 Q ft97 

i y.o^/ 


1 7 41 7 
I 0.*f I O 


1 n Qftft 
i u.yoo 


1 nn 
I .uu 


ft7 99 


i uoy 


NP9 
INP<i 


PI M 


A 
A 


ou^ 


1 7 797 


1 9 ftftft 
I £.DDD 


1 n ftftft 
I u.ooo 


1 nn 
I .uu 


47 1 9 
HO. I c. 




M 
IM 


PI 1 1 


A 
A 


ftn7 
ouo 


1 ft 91 ft 
I O.C. I O 


17 7Qn 

1 / . # yu 


1 9 Qftn 


1 nn 
I .uu 


41 4R 

H I .HO 


i uy i 


PA 
Un 


PI 1 1 


A 


ftn7 
ouo 


1 ft ^99 


1Q 1 49 
i y . i 


1 7 4ft7 
I o.too 


1 nn 

I .uu 


79 ftft 
O^.OO 


1 nQ9 
I uy c. 


P 
U 


PI 1 1 


A 


ftn7 
ouo 


17 n^4 


1Q ft41 

1 57. OH 1 


17 1 77 
I O. I OO 


1 nn 

1 .UU 


74 91 
OH.t I 


1093 


o 


GLU 


A 


803 


16 456 


20 543 


13 951 


1 00 


39 30 


1094 


CB 


GLU 


A 


803 


1 9.485 


19.869 


12.879 


1.00 


27.56 


1095 


CG 


GLU 


A 


803 


20.796 


19.325 


13.342 


1.00 


33.55 


1096 


CD 


GLU 


A 


803 


21.903 


1 9.778 


12.436 


1.00 


40.34 


1097 


0E1 


GLU 


A 


803 


21.618 


20.023 


11.249 


1.00 


39.58 


1098 


0E2 


GLU 


A 


803 


23.057 


19.915 


12.882 


1.00 


46.91 


1099 


N 


PHE 


A 


804 


16.541 


19.584 


11.932 


1.00 


32.10 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM I 


ATOM TYPE 


RESIDUE | 


# I 


X 


Y 1 


7 

L \ 




B 

i 


ATOM 


1100 


CA 


PHE I 


A 


804 1 


15.286 


on a. cc 1 
20.1 DD | 


11 o1Q 


1 00 i 


26 58 


1101 


C 


PHE I 


A 


804 1 


14.157 | 


19.87b 




1 00 

1 .\J\J 1 


29 08 


1102 T 


O 


phI T 


A 1 


804 1 


13.528 


OO TOO ' 

20.79*5 


1 q no A 


1 00 

1 .\J\J 


38 23 


1103 I 


CB I 


PHE I 


A 


804 I 


14.872 


19.663 j 


4n i An 
I U.14*£ 


1 fin 


24 46 


1104 | 


CG I 


PHE | 


A 


804 1 


13.445 


oo ooo 1 

20.032 j 


y./o/ 


1 nn I 


35 13 


1105 I 


CD1 | 


phI T 


A 


804 1 


13.091 J 


r~\A OO H 1 

21.361 


y.D4U ! 


1 fin 


^6 25 


1106 I 


CD2 I 


phI I 


A 


804 1 


12.468 


19.048 


Q £1 "7 

y.o i / 


1 nn 


38 14 


1107 


CE1 | 


PHE I 


A 


804 I 


11.795 


rtA i 

21.712 


Q 1 £A 

y.io4 j 


1 fin 


27 83 


1108 


CE2 I 


PHE I 


A 


804 1 


11.163 


19.385 j 




1 nn 


39 32 


1109 


cz [ 


phI I 


A | 


804 1 


10.826 


OO TOO 1 

20.723 


q ni 1 


1 fifi 


38 61 


1110 I 


N I 


LEU I 


A 1 


805 1 


13.887 


4 O OOO i 

18.600 j 




1 fifi 


^0 73 


| 1111 1 I 


CA [ 


[Iu I 


A 1 


805 1 


12.784 


A O OH C i 

18.215 | 


1 Q RftR 
IO.OOD ] 


1 nn 


28 43 


1112 J 


C | 


LEU | 


A 


805 1 


12.880 


A O TOO 

1 8.799 


A A QA C 


1 fifi 


26 10 


1113 


o I 


LEU I 


A 


805 1 


11.881 | 


1 9.24J 




1 nn i 


34 14 


1114 


CB 


LEU J 


A 


805 1 


12.648 


j y*k TOO I 

16.702 


4 O 

IO.DD1 


1 on 
I .uu 


^4 10 


1115 


CG 


[iu 


A 


805 


12.000 j 


j /-> 07rt t 

16.079 


H O >|OQ 


1 fifi 


43 20 1 


1116 


CD1 


LEU 


A ! 


805 1 


12.046 


14.617 


12.600 


1.00 


^6 94 I 


1117 


CD2 


LEU 


A 


805 


1 0.549 


16.523 


12.252 


1.00 


44 Q7 


1118 


N 


CYS 


A 


806 


; 14.082 


18.836 


1 5.493 


1.00 


27 20 


1119 


CA 


cyi 


A 


806 


| 14.250 


19.396 


16.831 


pi.oo 




1120 


I ° 


I CYS 


A 


806 


j 13.904 


20.894 


16.843 


1.00 


' 41 T7 


1121 


O 


CYS 


A 


806 


| 13.145 


21.367 


17.704 


1.00 


?R 83 

JU.UJ 


1122 


] ci 


CYS 


A 


1 806 


I 1 5.669 


9 A r\ A A O 

19.143 


| 17.341 j 1-00 


1 4^31 


1123 


SG 


CYS 


A 


1 806 


I 16.021 


■4 OO O 

| 17.398 


j 17.526 


0.50 


1 ^7 47 


1124 




I mIt 


A 


807 


] 14.420 


21.610 


I 15.846 


1.00 


1 ^8 56 


1125 


CA 


1 MEET 


A 


| 807 


14.161 


oo no7 

23.0^7 


15.692 


1.00 


1 33 72 


1126 


C 


MET 


A 


807 


1 2.662 


23.301 


I 15.488 


1.00 


^1 7fi 
oi./u 


1127 


O 


MET 


A 


| 807 


1 2.093 


3 O Jl H CO 

24.168 


16.148 


1.00 


37 83 


1128 


CB 


MET 


A 


807 


\ 14.973 


23.589 


14.519 


1.00 


^7 50 


1129 


CG 


1 MFT 


A 


807 


1 16.474 


23.539 


1 4.740 


1.00 


^ft Q4 


1130 


SD 


1 mIt 


A 


807 


17.486 


I 24.563 


1 3.596 


1.00 




1131 


CE 


MET 


A 


807 


17.165 


23.799 


12.065 


1.00 


49.58 


1132 


N 


1 L^S 


A 


808 


12.006 


22.545 


14.617 


1.00 


27.59 


1133 


CA 


1 LYS 


A 


808 


10.597 


22.787 


I 14.378 


1.00 


27.15 


1134 


C 


1 LYS 


A 


808 


1 9.841 


22.681 


15.686 


1.00 


29.83 


1135 


O 


1 L^S 


A 


808 


1 8.954 


23.486 


15.952 


1.00 


35.67 


1136 


CB 


| LYS 


A 


808 


10.029 


21.837 


13.313 


1.00 


24.49 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 

»A I 1 v i 


ATOM TYPE 


RESIDUE 


ft 


x 


v 
i 


7 


OCC 

\m* \mt \m* 


B 


ATOM 


11 37 

1 1 o / 


CG 


LYS 

LI O 


A 

/A 


ftOft 

OUO 


8 598 

D . OC7w 


22 158 


12 811 1 

1 L-.KJ 1 1 1 


1 00 


23 62 


11 38 


CD 


LYS 

LI O 


A 

/A 


808 


8 148 

C.I T U 


21 143 


11 740 


1 00 


24 64 

-warn T • \J T 


1 1 OC 


CE 


LYS 

l— I o 


A 

AA 


ftnfl 

OUO 


7 157 


20 101 

bU< IUI 


12 280 


1 00 


29 39 


114.0 

1 1 HU 


N7 


i ys 

LI J 


A 


Ann 

OUO 


5 68*3 


20 52Q 

tU.J&9 


12 198 

1 C 1 C7 O 


1 00 


36 92 


1141 

1 1 *T 1 


i N 


Al A 

/A l_/A 


A 


ftOQ 

OU3 


10 220 

1 U.CCU 


21 727 


16 530 

1 U . OO w 


1 00 


32 53 

o«— . oo 


1149 


CA 

w/A 


Al A 


A 

/A 


ftOQ 

OUc 


9 553 


21 557 

Cm 1 - JJ / 


17 826 

1 r . UL.U 


1 00 


38 51 

OO. O 1 


1143 

1 1 HO 


r 


Al A 


A 
aa 


flOQ 


Q 786 
3. / oo 


22 766 

CCm. 1 UU 


1 8 749 

1 O. / t5 


1 00 


43 27 


1144 




Al A 

/Al rA 


A 


ftOQ 

OUc 


8 844 


23 305 


19 346 


1 00 


43 55 


1145 
I 1 Ho 


V-/ D 


Al A 

/Al /A 


A 

/A 


ftOQ 

OUc 


10 02Q 


20 295 


1 8 501 

1 U-Jv 1 


1 00 

1 . \J\J 


25 72 

CO. / c 


114fi 

1 1 tU 




LEU 
i_ i_ *o 


A 


am 

O 1 v 


11 042 

1 1 a W^C 


23 193 


18 836 


1 00 


41 18 


1147 

1 It; 


CA 


LFU 


A 

AA 


810 

U 1 U 


11 460 


24 340 


19 651 


1 00 

1 m\J\J 


40 05 


114ft 

1 1 *rO 


c 


LEU 


A 


810 

O 1 U 


10 732 

1 U. • OC 


25 626 


19 269 


1 00 


38 85 


114Q 

1 1 *TC 


o 


1 FU 

l_ L_V_/ 


A 


810 

O 1 u 


10 445 


26 460 


20 134 

cu. i o" 


1 00 

1 .UU 


38 70 

OO. 1 W 


11 sn 


PR 


LEU 


A 

AA 


810 

O 1 u 


12 961 

1 C. Cw 1 


24 534 


19 502 


1 00 

1 . \J\J 


39 64 

oc v~ 


11 51 


CG 


LEU 


A 

AA 


810 


13 779 
i o . # # c 


25 313 


20 524 

C V/ . O C t 


1 00 

1 -\J\J 


43 39 


11 5? 
1 1 oc 


CD1 


LFU 


A 

/A 


810 

O 1 U 


1 3 361 


24 959 

C*T. C70s7 


21 942 


1 00 

1 .UU 


41 58 

i 1 .ou 


11 53 

I 1 JO 


cnp 

w LsC 


1 FU 


A 

/A 


810 

U 1 u 


1 5 256 


24 981 

C " . O 1 


20 284 


1 00 


34 95 

J i . w O 


11 54 

1 1 U>*T 


N 


LEU 
i— i— *o 


A 

rA 


811 

U 1 1 


10 409 

1 W - T U W 


25 763 


17 982 

1 / .cue 


1 00 


31 82 


11 55 
i i ou 


CA 


LEU 
i— 1_ ^ 


A 

rA 


811 

O 1 1 


9 683 


26 923 

tu .ceo 


17 489 


1 00 


34 47 


11 5fi 

1 1 UU 


c 


LEU 

LLU 


A 

rA 


811 

U 1 1 


8 359 


27 093 


18 200 

1 U.1.UU 


1 00 


35 94 


11 57 
i i u i 


o 


LEU 

l— l— v_/ 


A 

rA 


811 

O 1 1 


7 918 

/ .C 1 U 


28 219 

Cm\J ,Cm 1 C 


18 435 


1 00 

1 .WW 


47 05 

*T / . W W 


11 5ft 

1 1 OO 


CR 


I FU 

LLU 


A 

/A 


811 


9 384 

3.UO*T 


26 811 

CU.U 1 1 


1 5 988 

1 o . coo 


1 00 

1 . w w 


33 79 

OO. » w 


11 5Q 
i i oc 


cc 


LEU 

L_l— U 


A 


811 

O 1 1 


10 309 


27 474 


14 973 

1 " . ^7 / o 


1 00 


28 95 

CO. CO 


11 60 


CD1 


LEU 


A 


811 
o 1 1 


9 523 


27 595 


13 709 


1 00 


30 30 


1161 

1 IUI 


CD2 


LEU 

L_ I_«0 


A 


811 

U 1 1 


10 767 


28 875 


15 444 


1 00 

1 ■ w w 


20 35 

C w . WW 


116? 


N 


LEU 

1_L— V./ 


A 


812 

U 1 (— 


7 713 


25 978 

CO ,\J 1 KJ 


18 527 

1 u> oc » 


1 00 


31 68 

W I . w w 


1163 
1 1 OO 


CA 

NW/\ 


LEU 


A 


812 

O 1 C 


6 41 8 


26 032 


19 190 


1 00 


30 90 


1164 


c 

\m* 


LEU 

1—1— w 


A 


812 

\J 1 Cm 


6 459 


26 850 


20 469 


1 00 


29 57 


11 65 
• i oo 


o 


LEU 


A 


812 


5 476 


27 486 


20 836 


1 00 


35 81 


11 66 
i i uu 


CB 


LEU 

l— l— w 


A 

n 


812 


5 934 


24 622 


19 511 


1 00 


29 23 


1167 


CG 


LEU 


A 


812 


4.600 


24.544 


20.281 


1.00 


34.64 


1168 


CD1 


LEU 


A 


812 


3.428 


25.002 


19.417 


1.00 


30.86 


1169 


CD2 


LEU 


A 


812 


4.355 


23.144 


20.738 


1.00 


31.58 


1170 


N 


PHE 


A 


813 


7.604 


26.788 


21.144 


1.00 


32.36 


1171 


CA 


PHE 


A 


813 


7.862 


27.480 


22.405 


1.00 


36.84 


1172 


C 


PHE 


A 


813 


8.709 


28.693 


22.180 


1.00 


36.98 


1173 


O 


PHE 


A 


813 


9.584 


28.983 


22.996 


1.00 


34.78 
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TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


1174 


CB 


PHE 


A 


813 


8.669 


26.585 


23.335 


1.00 


39.81 




1175 


CG 


PHE 


A 


813 


8.119 


25.242 


23.454 


1.00 


42.06 




1176 


CD1 


PHE 


A 


813 


6.837 


25.057 


23.960 


1.00 


40.53 


10 


1177 


CD2 


PHE 


A 


813 


8.826 


24.156 


22.984 


1.00 


43.44 




1178 


CE1 


PHE 


A 


813 


6.255 


23.794 


23.990 


1.00 


49.40 




1179 


CE2 


PHE 


A 


813 


8.259 


22.884 


23.006 


1.00 


48.76 


15 


1180 


CZ 


PHE 


A 


813 


6.966 


22.698 


23.510 


1.00 


49.26 


1181 


N 


SER 


A 


814 


8.488 


29.380 


21.071 


1.00 


39.85 




1182 


CA 


SER 


A 


814 


9.284 


30.547 


20.748 


1.00 


40.33 




1183 


C 


SER 


A 


814 


8.531 


31 .858 


20.778 


1.00 


34.59 


20 


1184 


O 


SER 


A 


814 


9.125 


32.897 


20.612 


1.00 


39.81 




1185 


CB 


SER 


A 


814 


9.938 


30.364 


19.374 


1.00 


45.33 




1186 


OG 


SER 


A 


814 


11.096 


29.544 


19.469 


1.00 


51.73 


25 


1187 


N 


ILE 


A 


815 


7.242 


31 .838 


21.040 


1.00 


38.17 


1188 


CA 


ILE 


A 


815 


6.508 


33.083 


21.033 


1.00 


46.03 




1189 


c 


ILE 


A 


815 


5.456 


33.076 


22.149 


1.00 


46.20 




1190 


0 


ILE 


A 


815 


4.526 


32.260 


22.112 


1.00 


45.64 


30 


1191 


CB 


ILE 


A 


815 


5.937 


33 329 


19.597 


1.00 


49.44 




1192 


CG1 


ILE 


A 


815 


4.943 


34.477 


19.593 


1.00 


50.62 




1193 


CG2 


ILE 


A 


815 


5.401 


32.041 


18.971 


1.00 


50.44 


35 


1194 


CD1 


ILE 


A 


815 


5.406 


35.592 


18.748 


1.00 


55.65 


1195 


N 


ILE 


A 


816 


5.645 


33.950 


23.152 


1.00 


47.67 




1196 


CA 


ILE 


A 


816 


4.762 


34.056 


24.344 


1.00 


46.12 




1197 


c 


ILE 


A 


816 


4.302 


35.482 


24.731 


1.00 


42.20 


40 


1198 


0 


ILE 


A 


816 


5.002 


36.460 


24.436 


1.00 


43.23 




1199 


CB 


ILE 


A 


816 


5.446 


33.417 


25.609 


1.00 


50.07 




1200 


CG1 


ILE 


A 


816 


6.701 


34.194 


26.018 


1.00 


49.09 


45 


1201 


CG2 


ILE 


A 


816 


5.819 


31 .970 


25.326 


1.00 


52.85 


1202 


CD1 


ILE 


A 


816 


7.442 


33.578 


27.204 


1.00 


37.43 




1203 


N 


PRO 


A 


817 


3.123 


35.618 


25.402 


1.00 


37.07 




1204 


CA 


PRO 


A 


817 


2.619 


36.933 


25.811 


1.00 


40.94 


50 


1205 


C 


PRO 


A 


817 


3.702 


37.599 


26.659 


1.00 


49.75 




1206 


O 


PRO 


A 


817 


4.595 


36.891 


27.163 


1.00 


47.60 




1207 


CB 


PRO 


A 


817 


1.396 


36.581 


26.662 


1.00 


27.66 


55 


1208 


CG 


PRO 


A 


817 


0.902 


35.368 


26.063 


1.00 


28.99 




1209 


CD 


PRO 


A 


817 


2.186 


34.579 


25.855 


1.00 


33.43 




1210 


N 


VAL 


A 


818 


3.663 


38.933 


26.798 


1.00 


57.41 
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TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


•^Xl #X 1 FX ft ■ ft™ 

RESIDUE 


# 


X 


XX 

Y 


Z 


x~x XX XX 

occ 


■x 

B 


A XXv ft A 

ATOM 


5 


1211 


CA 


ft 9 A 1 

VAL 


A 


818 


A XX XX XX 

4.690 


r\ r\ xx xx a 

39.631 


27.592 


1.00 


58.97 




1212 


x*x 

C 


VAL 


A 


a j x\ 

818 


4.728 


XX A J A 

39.410 


XX XX -A XX A 

29.124 


1.00 


MMMMt Ah XX ^ 

59.31 




1213 


xx, 

o 


VAL 


A 


818 


X" #X XX J 

5.801 


XX XX ft— A 

39.574 


29.720 


1.00 


63.79 


10 


1214 


xx> n 

CB 


VAL 


A 


818 


4.893 


41.127 


27.206 


1.00 


54.46 




1215 


XX x*X J 

CG1 


ft ft A i 

VAL 


A 


818 


P» ™» XX X\ 

5.738 


A A XX _J _J 

41.211 


25.950 


1.00 


49.94 




1216 


CG2 


VAL 


A 


818 


3.575 


41.824 


27.009 


1.00 


53.66 


15 


1217 


N 


A XX 

ASP 


A 


819 


XX XX XX 'X" 

3.607 


XX *X XX .j 

39.061 


29.769 


1.00 


56.35 


1218 


XX A 

CA 


A XX xx 

ASP 


A 


819 


3.654 


38.741 


31.212 


1.00 


61.78 




1219 


xx 

C 


ASP 


A 


819 


4.167 


37.302 


31.212 


1.00 


63.93 




1220 


XX 

0 


A xx p*v 

ASP 


A 


819 


5.322 


36.998 


31.566 


1.00 


69.29 


20 


1221 


X— v IX 

CB 


A XX fx. 

ASP 


A 


819 


XX AX 

2.270 


XX A — « A <f> 

38.746 


X*. A XX A XX 

31.869 


1.00 


XX AX w ^ 

60.71 




1222 


XX XX 

CG 


A IX 

ASP 


A 


819 


1.174 


39.031 


^x ^x ax ax *x 

30.888 


1.00 


71.79 




1223 


X^x f-x .j 

OD1 


A XX fX 

ASP 


A 


X\ -J XX 

819 


XX XX A 

0.947 


40.218 


*X AX AX AX AX 

30.600 


1.00 


78.23 


25 


J XX XX j 

1224 


x*x fX XX 

0D2 


A XX IX 

ASP 


- 

A 


Xk J XX 

819 


XX W — ■ 

0.577 


X* X*. X*. XX XX 

38.069 


XX XX A^ A, 

30.373 


J X* XX 

1.00 


78.87 


1225 


N 


xx ft \ # 

GLY 


A 


820 


3.296 


36.419 


30.758 


1.00 


57.92 




1226 


/X a 

CA 


X"X ft XX 

GLY 


A 

A 


XX XX XX 

820 


XX XX ft™ XX 

3.652 


XX ft™ XX XX A 

35.034 


XX XX 

30.672 


1.00 


A Ate S— /\ 

46.58 




1227 


X"X 

c 


XX ft V X 

GLY 


A 


820 


2.369 


34.304 


30.440 


1.00 


45.74 


30 


1228 


xx 

o 


XX. I V X 

GLY 


A 


820 


1.293 


34.894 


30.200 


1.00 


40.14 




1229 


N 


LEU 


A 


821 


^-v J as. w 

2.497 


32.995 


30.500 


1.00 


46.98 




1230 


XX A 

CA 


LEU 


A 


821 


1.378 


32.105 


30.327 


1.00 


47.93 


35 


1231 


C 


LEU 


A 


821 


0.787 


31 .902 


31.733 


1.00 


47.05 


1232 


XN 

o 


LEU 


A 


821 


1.456 


32.188 


32.737 


1.00 


45.88 




1233 


XX FX 

CB 


LEU 


A 


821 


1.905 


30.808 


29.708 


1.00 


54.39 




1234 


XX XX 

CG 


LEU 


A 


821 


2.560 


31.017 


28.336 


1.00 


50.67 


w 


1235 


xx xx j 

CD1 


■ V ft 1 

LEU 


A 


821 


3.858 


30.259 


28.235 


1.00 


43.32 




1236 


xx r*x xx 

CD2 


LEU 


A 


821 


1.602 


XX XX X\ XX XX 

30.622 


27.240 


1.00 


46.90 




j xxxx^^ 

. 1237 


N 


ft % X ^x 

LYS 


A 


822 


-0.437 


31 .393 


31.820 


1.00 


48.17 


45 


_j XX XX 

1238 


XX A 

CA 


t XX XX 

LYS 


A 


J"X XX XX f 

822 


j j xx XX 

-1.103 


XX A A X*. -A 

31.181 


XX XX -A XX 

33.105 


1.00 


52.88 


.J XX ^X XX 

1239 


xx 

C 


1 X f t~\ 

LYS 


A 

A 


X* XX XX 

822 


XX A A XX 

-0.449 


#x Xv xx xx r 1 

30.065 


XX XX XX X\ r— 

33.935 


j XX XX 

1.00 


59.84 




j XX J XX 

1240 


xx 

o 


1 X / XX 

LYS 


A 

A 


#"v XX /\ 

822 


-1.111 


nn XX xx ^ 

29.361 


XX A ™X?XX XX 

34.709 


_J AV AX 

1.00 


XX XX Xv j 

62.81 




1241 


CB 


LYS 


A 


822 


-2.609 


OA flCH 

30.951 


oo q o r\ 

32.880 


1 .00 


56.87 


50 


1242 


CG 


LYS 


A 


822 


-3.321 


32.193 


32.288 


1.00 


65.23 




1243 


CD 


LYS 


A 


822 


-4.729 


31 .923 


31.719 


1.00 


63.38 




1244 


CE 


LYS 


A 


822 


-5.371 


33.194 


31.088 


1.00 


65.28 


55 


1245 


NZ 


LYS 


A 


822 


-4.534 


33.875 


30.032 


1.00 


59.84 


1246 


N 


ASN 


A 


823 


0.862 


29.930 


33.744 


1.00 


62.47 




1247 


CA 


ASN 


A 


823 


1.739 


28.988 


34.419 


1.00 


60.37 
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TABLE 9 (continued) 



Tl ,nrr 5ii^iii5i^i nonpn^rgSOFARINC ^LEX WITH THE LIGAND R1 881 



ATOM i 


ATOM TYPE | 


RESIDUE 


# I 


X 


Y 


Z ] 




R 


ATOM 


1248 


C [~ 


ASN 


A | 


823 


3.025 


28.904 


OO.DID ] 


1 on 


58 03 


1249 


0 I 


ASN 


A 


823 


3.364 I 


27.879 


oo ni 7 l 


1 nn 

I . uu 1 


50 60 


1250 


CB I 


ASN 


A 


823 


1.138 I 


27.611 | 


Qyf CAA 


1 00 I 
1 ,uu 


65 57 1 


1251 


CG \ 


ASN 


A | 


823 


2.094 


26.649 


35. i/o 


1 no 

l .UU I 


75 73 1 


1252 


QD1 I 


ASN | 


A 


823 


3.101 I 


27.051 


oo.oii 


1 on 


68 88 ! 


I 1253 




ASN I 


A | 


823 


1.83o| 


25.367 | 


34.9ob j 


1 no 


81 03 I 
=,9 10 I 


1254 


N I 


GLN | 


A | 


824 


3.743 


30.012 | 


33.631 


1 no 
1 .uu 




1255 


CA I 


GLN I 


A 


824 


4.993 


30.158 


OO A \ 


1 00 

l .UU 


56 38 1 


1256 


C I 


GLN | 


A [ 


824 


6.069 | 


29.145 


33.3^y 


1 00 


54 52 
53 91 I 


1257 


0 \ 


GLN I 


A 


824 


6.826 I 


28.677 I 


32.4oo 


1 00 




1258 


CB I 


GLN I 


A I 


824 


5.485 I 


31.592 


oo.i^y 


1 00 


56 68 i 


1259 


CG [ 


GLN I 


A 


824 


6.761 | 


31 .972 I 


no /(HO 


i 00 ! 
1 .uu j 


54 92 1 


1260 


CD I 


GLN I 


A I 


824 


6.532 32.329 


OA 07C I 


1 00 I 


59 81 


1261 


oil f 


GLN f 


A 


824 


5.462 j 


32.833 


30.602 


1 no 
l .uu 


57 91 ! 


1262 


NE2 1 


GLN I 


A I 


824 


7.533I 


32.078 | 


oa ^ ca I 
30-lDu ] 


1 00 

I .UU I 


62 36 


1263 


N 1 


LYS | 


A J 


825 


6.099 


28.777 j 


34.613 j 


a nn 

l .UU j 


CK 1ft 


1264 


CA 


LYS 


A ' 


825 


7.098 I 


27.841 I 


35.160 


1 nn 
I .uu 


53 31 


1265 


C 


LYS 


A 


825 


7.351 


26.550 


34.357 


1 nn 
I .uu 


46 62 


1266 


0 


LYS 


A 


825 


8.497 


26.236 


34.015 


1 nn 
I .uu 


40 85 ! 


1267 


CB 


lyI 


A 


825 


6.769 


27.515 


36.626 


■\ nn 
l .uu 


57 76 


1268 


CG 


LYS 


I A 


825 


7.128 


I 28.634 


i ot /"» 4 "7 

37.617 


1 nn 
I .uu 


! 64 19 
1 77 45 


1269 


CD 


LYS 


A 


825 


6.432 


28.463 


38.979 


-1 nn 
1 .uu 




1270 


ci 


I LYS 


A 


| 825 


7.122 


29.254 


j 40.125 


I i nn 

1 1 .uu 


I 86 97 ! 


1271 


NZ 


LYS 


A 


825 


7.186 


30.763 


40.023 


i nn 
1 .uu 


\ 8Q 42 


1272 


N 


| phI 


A 


826 


6.285 


25.811 


I o>i nco 
| 34.053 


1 00 

I 1 .uu 


I 46 35 


1273 


CA 


PHE 


A 


826 


6.399 


24.562 


1 00000 

! 33.288 


1 nn 
\ .uu 


1 47 42 


1274 


C 


PHE 


A 


826 


6.892 


24.863 


31.853 


I i nn 
1 .uu 


48 67 


1275 


0 


PHE 


A 


826 


7.847 


24.243 


31 .395 


1 nn 
I .uu 


48 05 


1276 


CB 


PHE 


A 


826 


5.063 


23.774 


I OO 070 


1 00 
I I .uu 


1 43 87 


1277 


CG 


PHE 


A 


826 


4.588 


23.295 


O a ceo 

34. boo 


i 1 00 
I .uu 


\ 56 48 


1278 


CD1 


| PHE 


A 


826 


5.443 


23.288 


I OC 77n 


1 00 
1 1 .uu 


I 62 15 


1279 


CD2 


PHE 


A 


826 


3.273 


22.832 


34.831 


1.00 


60.89 
"1 53.25 


1280 


CE1 


PHE 


A 


826 


4.994 


22.827 


37.040 


1.00 




1281 


cii 


"I PHE 


A 


826 


2.813 


22.367 


36.097 


1.00 


| 53.93 


1282 


CZ 


PHE 


A 


826 


3.681 


22.368 


37.193 


1.00 


51 .47 
1 44.70 


1283 


N 


| PHE 


A 


827 


6.272 


25.835 


31.168 


1.00 




1284 


CA 


| PHE 


A 


827 


6.670 


26.234 


29.800 


1.00 


| 40.53 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPE 


rlLOIUUL 


u 

it 


y 

A 


v 
i 


7 


npp 


R 


ATOM 

r% 1 WIVI 


1285 


c 


PHF 


A 
r\ 


' 897 
OC f 


8 181 

O. 1 O 1 


26 414 


2Q 74R 

C%7. 1 *rO 


1 00 

1 .UU 


?7 ?7 

O/ .O/ 


1286 


o 


PHF 

i n c 


A 
M 


897 
OC / 


8 848 


25 934 

fcO.J70*r 


28 8*35 
CO. ooo 


1 00 

I .UU 


?5 40 

OO. *tU 


l co l 


CB 


PHF 

r PIC 


A 
M 


ft97 
OC f 


5 QR4 


27 558 


9Q *V75 

CC7.0/ o 


1 OO 
I .UU 


?5 40 

OO.fU 


1288 

1 COO 


OP 


PHF 
• n c 


A 
M 


897 

OC / 


fi 4Q7 


98 177 
CO. 1 / / 


98 070 
co.u / u 


1 OO 
I .UU 


?1 04 
O I .U*f 


128Q 


pni 


PHF 


A 
M 


ft97 
OC / 


7 750 

/ . / OU 


98 7Q^ 

CO. / 90 


98 01 ft 
CO.U I o 


1 OO 
1 .UU 


?9 7? 
oc. / o 


i2Qn 

I Cv7U 


PD9 


PHF 


A 
r\ 


ft9T 


R 749 

O. / tt 


9ft 1 9^ 

CO. I CO 


9R QOO 

co.yuu 


1 OO 


?4 40 


19Q1 

1 CI7 1 


PF1 

OC 1 


PHF 
i n c 


A 
M 


ft97 
OC / 


8 9^Q 


9Q 

cy.oo i 


9R ft?4 


1 00 


?4 O? 
0*kUO 


1 9Q9 

1 CC7C 


PF9 


PHF 

r n c 


A 
M 


897 
OC / 


R 99R 
o. ceo 


9ft RR4 

CO.OOH 


9^ 70^ 
CO. / UO 


1 OO 
1 .UU 


9R 97 
CO.C/ 


1 9Q? 


P7 


PHF 

r nc 


A 
r\ 


897 
OC / 


7 479 


9Q 9R5 

Cc7 .COO 


95 R7R 
CO.O/ o 


1 OO 
I -UU 


?0 ft9 
ou.oc 


1 9Q4 


N 

IN 


A^P 
nor 


A 
M 


898 

OCO 


8 70^ 


97 105 
C / . 1 uo 


?0 745 

OU. / HO 


1 00 

1 .UU 


49 Q4 


1 2Q c i 

1 CS70 


PA 

un 


A^P 


A 
M 


898 

OCO 


m 190 

I U. 1 


97 ^ftft 
c/ . ooo 


?0 R9Q 

OU.OCC7 


1 00 

I .UU 


4Q 10 

*tS7. 1 U 


1 9QR 

1 CC70 


p 


A^P 
nor 


A 
M 


898 

OCO 


1 n 


OR 1 
CO. I OU 


?1 071 

O I .U / 1 


1 00 

1 .UU 


4Q 1R 


1 9Q7 




A^iP 
nOr 


A 
r\ 


ft9ft 


19 1 H7 


9R n^R 

CO.UOO 


on RR1 
OU.OO 1 


1 00 

I .UU 


4ft R4 


12Q8 

1 Cv70 




A^P 

nor 


A 
r\ 


i 898 


1 n ^71 


9ft 45Q 

CO.H-OJ7 


?1 ftQQ 
O 1 .o w 


1 00 

1 .UU 


5? 78 

OO. / o 


19QQ 


PO 


A^P 

nor 


A 
r\ 


898 


q 7^n 

57. / OU 


9Q fti n 

Cv7.0 I U 


?1 5?Q 
O 1 . oot? 


1 00 

I .UU 


R5 Q1 

OO.v? 1 


i?oo 

1 OUU 


UU I 


A^P 


A 
r\ 


898 


q Rin 


^n 191 

OU. I C I 


on 99Q 
ou.ocy 


1 00 

I .UU 


RQ 89 


1 ?oi 


OR9 


A^P 
nor 


A 
M 


ft9ft 


C7.00 I 


R7R 

OU . O i o 


?9 4R1 
OC.HO I 


1 OO 
I .UU 


R? Q4 


1 ?09 


N 

IN 


PI t J 


A 
M 


89Q 


1 n ^1 ^ 

I U.O I o 


95 1^ft 
CO. I oo 


?1 70? 
Ol./ uo 


1 00 
I .UU 


40 ^R 


1 ?o? 


PA 


ri\ 1 1 


A 
r\ 


89Q 
Ota 


1 n QQ7 


co.o / o 


?1 Q41 
o i .y*r i 


1 00 

1 .UU 


40 00 


1 ?04 


p 


PI 1 1 


A 
M 


89Q 

OCC? 


1 n q^9 


CO. I uo 


on coo 
ou.occ 


1 00 

I .UU 


?7 58 

O f .OO 


1 ?or 


n 


PI (1 


A 
r\ 


89Q 

OCi7 


11 QfiQ 

1 1 . 57Ui7 


99 R7^ 
cc.o/ o 


?0 177 

OU. 1 / f 


1 00 

I .UU 


?5 8R 

OO. OO 


1?0fi 


PR 


PI 1 1 


A 
M 


fi9Q 
ocy 


1 n *5^n 


9*5 07^ 
co.u / o 


?? 07R 
oo.u / o 


1 OO 

I -UU 


R1 Rft 

O 1 -OO 


1?07 

1 OU # 


PO 


PI 1 1 


A 
M 


89Q 

OCCJ 


11 ^fifi 

I 1 .ouo 


99 9Rft 
cc.coo 


?9 Q95 


1 00 

1 .UU 


ft1 07 
O 1 .u/ 


1 ouo 


pn 


PI 1J 


A 
r\ 


89Q 

OCS7 


10 Q*3Q 

I U.C3053 


90 ft14 

CU.O I f 


?4 999 


1 00 

1 .UU 


09 49 


1 ?oq 

1 OUv7 


OF1 

vt 1 


PI (J 


A 
/A 


89Q 




9n fin? 

cu.ouo 


?4 QfiQ 


1 00 

I .UU 


Q7 07 


i?io 


OF9 


PI II 
V_J l_V_J 


A 
r\ 


89Q 

OC J 


11 R1Q 

1 1 .U 1 i7 


1Q 881 

1 C7 .OO 1 


797 

OO. / c / 


1 00 

1 .UU 


01 QQ 


1?11 

1 O 1 1 


IN 


1 Ft 1 


A 


ft?o 

oou 


Q 7Q4 


CO. I uc 


9Q QR9 

C9.C70C 


1 00 

I .UU 


?? ?0 


1?19 


PA 


1 F1J 


A 


a?o 


Q R9R 


99 4*36 

CCHOO 


98 RR1 

CO.OO I 


1 00 

1 .UU 


?7 R? 
o# .OO 


1?1 ? 

t O 1 o 


p 


1 F1J 


A 


8?o 

oou 


m R21 


9Q nn? 

co.uuo 


97 67? 


1 00 

1 .UU 


41 ?? 

*+ 1 .OO 


1 ?14 




1 FN 

LL1U 


A 
r\ 


8?o 

OOU 


11 ^fifi 

1 1 .ouo 


22 2R1 

CC.CU I 


97 n?i 

C / .UO I 


1 00 

1 .UU 


4fi 84 


1315 


CB 


LEU 


A 


830 


8 240 


22 701 


28 083 


1 00 


30 37 


1316 


CG 


LEU 


A 


830 


7.257 


21.551 


28.118 


1.00 


39.95 


1317 


CD1 


LEU 


A 


830 


6.108 


21.877 


27.212 


1.00 


34.14 


1318 


CD2 


LEU 


A 


830 


7.951 


20.268 


27.671 


1.00 


49.69 


1319 


N 


ARG 


A 


831 


10.621 


24.333 


27.566 


1.00 


44.13 


1320 


CA 


ARG 


A 


831 


1 1 .504 


25.048 


26.658 


1.00 


40.24 


1321 


C 


ARG 


A 


831 


12.977 


24.673 


26.862 


1.00 


37.21 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 9 (continued) 

THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 



1322 
1323 
1324 
1325 
1326 
1327 



1328 



1329 
1330 



ATOM TYPE RESIDUE | # 



1331 



1332 
1333 



1334 
1335 



1336 



1337 
1338 
1339 
1340 



1341 
1342 



1343 
1344 



1345 



1346 
1347 



1348 



1349 



1350 



1351 



1352 



1353 



1354 
1355 
1356 
1357 
1358 



O 
CB 
CG 
CD 
~NE 
CZ 



NH1 



NH2 
N 



CA 



C 

"o 



CB 
CG 



SD 



CE 
N 

CA 
C 



O 
CB 



CG 
OD1 



ND2 



N 

CA 



CB 



CG 



CD1 



CD2 



CE1 
CE2 
CZ 
OH 
N 



ARG 
ARG 
ARG 
ARG 
ARG 
ARG 



831 
831 
831 
831 
831 
831 



OCC 



B 



13.690 24.354 | 25.901 | 1.00 

11.285 | 26. 566 | 26.765 | 1.00 

12.179 | 27.3 22 | 25.816 | 1.00 

11,915 I 2 8.804 I 25.731 | 1.00 

13.020 I 29.423 | 25.006 | 1.00 

13.073 29.573 23.682 j 1.00 



ARG 



831 



12.060 29.164 22.926 



1.00 



ARG 
MET 



831 I 14.178 30.0 50 | 23.104 | 1.00 

832 13.411 I 24.625 I 28.116 I 1.00 



ATOM 



MET 



832 



14.799 24.281 28.440 



1.00 



MET 
MET 



832 j 15.2 39 22.880 j 27.996 
832 16.400 22.662 27.602 



1.00 
1.00 



MET 
MET 



832 
832 



15.065 24.409 29.941 



16.486 23.967 30.274 



MET 



832 



16.856 23.608 31.997 



1.00 



MET 
ASN 
ASN 
ASN 



832 
833 
833 
833 



15.233 23.187 32.715 



1.00 



14.339 21.91 4 | 28.141 
14.661 I 20.5 52 | 27.754 
14.756 20.387 I 26.255 



ASN 
ASN 



833 15.670 19.729 | 25.766 1.00 
833 13.689 [ 19.580 28.379 I 1-00 



ASN 
ASN 



833 I 14.098 19.2 02 | 29.782 [ 1.00 
833 15.262 18.849 j 30.041 j 1.00 



ASN 



833 



13.161 19.299 30.705 i 1.00 



TYR 
TYR 



834 
834 



13.866 21.048 25.523 1.00 



13.923 21.006 | 24.074 



1.00 



TYR 



834 



15.260 21.582 j 23.589 



1.00 



TYR 



834 



15.891 21.044 l 22.670 



1.00 



TYR 



834 



12.723 21.729 23.473 



1.00 



TYR 



834 



11.480 20.849 23.446 



1.00 



TYR 



834 



10.724 20.630 I 24.597 



1.00 



TYR 



834 



11.085 20.196 | 22.274 



1.00 



TYR 
TYR 
TYR 
TYR 
ILE 



834 
834 
834 
834 
835 



9.598 19.774 | 24.587 | 1.00 

9.959 I 19.337 | 22.255 | 1.00 

9.229 I 19.13 2 | 23.416 | 1.00 

8.164 j 18. 264 | 23.404 | 1.00 

15.754 22.607 24.275 1.00 



37.75 
34.87 
34.44 
38.71 
39.34 
44.99 



40.07 



41.88 
38.65 



43.09 



44.84 
43.33 



41.77 
50.47 



61.59 



51.34 



46.14 
44.12 
40.57 



45.06 
47.22 



44.35 
53.06 



42.24 



35.70 



36.60 



35.58 



39.23 



33.03 



39.21 



41.70 



38.14 



44.38 
42.60 
42.12 
38.82 
37.68 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 

aa i v_/ 1 v i 


ATOM TYPP 

AA 1 V/IVI 1 1 1 C 


RPQini IF 


i+ 

fr 


y 

A 


Y 
i 


Z 


OPP 


R 


ATOM 

AA 1 \y\Vl 


1 359 


CA 

v»y aa 


II F 


A 
AA 


ft35 
ooo 


17 042 


23 197 


23 901 


1 00 


42 31 


1360 


c 


II F 


A 
AA 


ft35 
ooo 


1R 103 


22 133 


24 060 


1 00 


42 7*5 

*tC / O 


1 3R1 


o 


II F 

1 LC 


A 
AA 


fl35 
ooo 


1R QQ5 

I O.C7C7 0 


21 QQ7 

C 1 .\77 / 


P3 P17 


1 00 
1 .uu 


45 Q5 


1 3RP 
I ooc 


PR 


II F 


A 
M 


Ooo 


1 7 40R 

1 / .*rUO 


P4 417 

C*T.*T 1 / 


P4 7RP 
tt. / o^ 


1 00 
I .uu 


37 10 
Of . 1 u 


1 3R3 


PP1 


II F 


A 
M 


ft35 
OOO 


1 R 357 
1 o.oo/ 


pc, C-fO 
CO.O t c 


P4 Gf\fK 
^t.ooo 


1 00 
I .uu 


41 30 

*r I .OU 


1 3R4 

1 OOf 


PHP 

UOC 


II F 


A 
AA 


ft35 
OOO 


1 fl ft3P 


P4 Q1P 


P4 4*\7 


1 00 
1 .uu 


PQ 


1 3R5 

1 ODD 


PD1 


II F 

1 LC 


A 
M 


ft*35 
OOO 


1fi R10 
I O.O i u 


PR ftOP 


P^ PRR 


1 00 
I .uu 


3Q 55 


1 3fifi 
1 ODD 


N 


1 

LI O 


A 
AA 


R3R 
OOO 


17 QftO 
I / .sou 


P1 373 

C \ .Of O 


pc 


1 00 
I .uu 


44 PP 


1 3R7 

I OO/ 


PA 


1 

LT O 


A 
/A 


R3R 
OOO 


1 ft QP5 


PO 313 

cU.O I O 


pc 44p 


1 00 
I .uu 


44 77 


1 3RR 

1 ODO 


p 


1 YQ 

LT O 


A 
/A 


R3R 
OOO 


1 ft ft4R 
i o.o*+o 


1Q PRP 
t y.^io<i 


P4 3R3 

tn. ODO 


1 00 
1 .uu 


41 PR 

*T 1 .CO 


1 3RQ 


o 


1 Y^ 

LT O 


A 
rA 


R3R 
OOO 


1 Q RRR 

1 C7.000 


1 ft 7R0 
I o . / ou 


P3 Q1 4 


1 00 
1 .uu 


4R R4 


1370 


PR 


1 Y^ 

LI O 


A 

aa 


fl3R 

OOO 


1 fl R55 

1 o.ooo 


1 Q RQ4 


PR R1 3 

CO.O 1 o 


1 00 
1 .uu 


4fi PR 


1 371 

1 Of 1 


Pfi 


1 Y<5 

LT O 


A 
M 


R3R 
ooo 


1Q 11R 

13. 1 1 O 


PO ^1P 

£_VJ.O 1 ^ 


Pft 01 1 

^O.U 1 1 


1 00 
I .uu 


4Q R7 


1 379 

I O / C 


pn 


1 Y^5 
LT O 


A 

AA 


R3R 
ooo 


1 R fiOQ 


1Q R34 

1 J7.00*f 


PQ P74 


0 00 
u.uu 


50 55 
ou.oo 


1 373 

1 Of o 


PF 

UTZ 


1 YQ 

LT O 


A 
AA 


R3R 
ooo 


1Q 311 

1 C7.0 1 1 


PO 3P1 

C.KJ .OtL I 


30 *^P4 

OU.O^H 


0 00 
u.uu 


51 77 

O 1 . r / 


1 374 


N7 

IMC 


1 Y^ 

LI O 


A 
AA 


ft3R 
ooo 


1 fl 70Q 

1 O. / us 


1 Q RQ7 
i a.oa/ 


31 73R 

O i . f oo 


0 00 
u.uu 


5P 70 
oc. / u 


1 375 


N 
IN 


PI 1 1 

O LU 


A 
/A 


ft37 
oo / 


1 7 R55 
I / .ooo 


1 A QPfl 


P3 ftft3 
CO. ooo 


1 00 
I .uu 


40 RP 


1 37R 

I Of D 


PA 


n,\ 1 1 

OLU 


A 
M 


R37 
oo / 


17 543 


17 RQQ 

I / .099 


PP R^l 


1 OO 
1 .uu 


44 P1 

*+H.C 1 


1377 

l Of f 




OLU 


A 
M 


R37 
OO / 


1 R P53 


1fl 344 

1 0.0*T*T 


P1 R03 

C I .DUO 


1 00 
I .uu 


43 Q1 


1 37ft 

I Of o 


n 


OLU 


A 
AA 


R37 

OO / 


1 ft Q0P 

I O.SU& 


17 R4Q 


PO QPP 


1 00 
1 .uu 


4Q 11 

1 1 


1 37Q 

1 Of 27 


PR 

L/LJ 


OLU 


A 
M 


R37 

OO/ 


1 R 077 

I O.U/ / 


17 *>73 
1 / .Of o 


PP R1 fi 
CCO 1 o 


1 00 
I .uu 


43 Rft 

HO.OO 


1 3ftn 

1 OOU 


pp 

wO 


PI t 1 
OLU 


A 
AA 


ft 37 

OO/ 


1 5 PPR 


17 03P 

1 / ,\JOC. 


P3 R7 C > 

lO.Oi O 


1 00 
1 .uu 


44 03 


13ft1 

1 OO 1 


PD 


pi ii 

OLU 


A 
AA 


ft 37 
oo / 


1 5 Q37 

1 O.SO/ 


IK Q7Q 

1 O.S7 / O 


P4 R34 


1 00 
l .uu 


50 34 

OU.O*r 


1 3RP 


OF1 

1 


PI 1 1 
OLU 


A 
AA 


R37 

OO f 


1 fi Q1 5 

I 0.57 1 O 


1 33P 

1 0.00£ 


P4 07R 

tt.U/ o 


1 00 
1 .uu 


45 P1 

HO.C 1 


1 3ft3 
I ooo 


OFP 

OCC 


pi 1 1 

OLU 


A 
AA 


R37 

OO/ 


1 5 51 p 

I O.O 1 £ 


1 ^ R04 

1 O.OUH 


P5 RQR 
co.oso 


1 00 
1 .uu 


5R 07 

OO.U / 


1 3ft4 

1 00*r 


N 

IN 


1 Fl 1 

LlU 


A 
AA 


R3ft 

OOO 


1fl 113 

IO. 1 IO 


1 Q RP7 

1 J.KJC. f 


P1 30^ 
C 1 .ouo 


1 00 
I .uu 


44 R7 


1 3R5 
1 ooo 


PA 


1 Fll 

LlU 


A 
AA 


ft3ft 

OOO 


1 ft 73Q 
i o. / oc? 


P0 P1 fl 
C-\J .C- 1 O 


P0 1 3Q 

<-U. 1 OC7 


1 00 
1 .uu 


43 fl7 

HO.O/ 


1 3RR 
1 ooo 




1 Fll 

LCU 


A 
AA 


R3ft 
ooo 


P0 P44 

CU-CHf 


P0 1P0 


P0 PR*. 


1 00 
1 .uu 


4P 53 
tc.oo 


13R7 
1 oo / 


o 


1 FIJ 

L^U 


A 

AA 


R3fl 
ooo 


P0 Q4Q 


1Q R3 c i 


1Q 33P 


1 00 
1 .uu 


4P Q5 


1 3ftft 
1 ooo 


PR 

UD 


1 PI 1 


A 

AA 


ft3R 
ooo 


1fl 3P4 


P1 R7S 
£ 1 .o / o 


?0 01 Q 


1 00 
1 . uu 


4P fifi 

•+C.OO 


1389 


CG 


LEU 


A 


838 

V-/ u v 


19 051 


22 463 


18 932 


1 00 


44 98 


1390 


CD1 


LEU 


A 


838 


18.810 


21.814 


17.567 


1.00 


39.69 


1391 


CD2 


LEU 


A 


838 


18.571 


23.909 


18.964 


1.00 


37.64 


1392 


N 


ASP 


A 


839 


20.713 


20.346 


21.501 


1.00 


44.58 


1393 


CA 


ASP 


A 


839 


22.129 


20.286 


21.844 


1.00 


52.02 


1394 


C 


ASP 


A 


839 


22.630 


18.829 


21 .696 


1.00 


57.30 


1395 


O 


ASP 


A 


839 


23.750 


18.569 


21.224 


1.00 


54.16 
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TABLE 9 (continued) 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 
AA i w i vi 


ATOM TYPF 


ppQini if 


u 
tr 




Y 


7 


OPP 


R 


ATOM 

AA 1 L/IVi 


1 4^7 
i hoo 


OA 




A 
AA 


R44 


PR RR7 


n osp 


1 R 7P1 


1 nn 


fin ^4 

OU. OH 


1 4^4 

1 HOH 


p 


PY^ 


A 
M 


R44 


PR 771 

CyJ . / / 1 


1P R4S 


1 7 P1 R 

1 / 1 O 


1 nn 

1 . uu 


fi4 QR 

OH.5JO 


1 4^R 
I HOO 




PY<5 


A 
M 


R44 


PR ORfi 


11 7R0 

II./ JU 


1 R 7RQ 

1 D. / Oc7 


1 nn 

1 .uu 


Qn RR 

57U.OO 


I HOD 


PR 


PYQ 


A 
M 


ft44 

OHH 


P4 PRQ 


1 P 717 


1 9.0 1 O 


1 nn 

I .uu 


fin Qft 


14*37 
I HO/ 


c;p 


PYQ 


A 
M 


R44 

OHH 


P4 nnp 


11 nn 

1 I.I 1 u 


pn 1 on 

lU. 1 ^_L/ 


1 nn 

1 .uu 


yo.oo 


1 4^ft 
1 Hoo 


M 

IN 


1 Y^ 
LTD 


A 
M 


ft4R 


PR RRR 


1 ^ ^np 


1 R 4Rn 
I O.HOo 


1 nn 
I .uu 


fifi 1Q 


i Hoy 


PA 


1 YQ 
LT O 


A 
AA 


R4R 
OHO 


PR Q17 


1 t nnp 


1 r npR 


1 nn 

I .UU 


OO.Dj 


1 44n 

I HH u 


p 


i yc; 

LT O 


A 
r\ 


R4R 

OHO 


PR 4pn 


1 ^ 1 m 

1 O. I U I 


14 R9n 


1 nn 

1 .uu 


Qn *3P 

<7U.O^ 


1 AAA 
I HH I 


V-/ 


l_T O 


A 
AA 


R4R 

OHO 


pq 11 n 


1 p n7Q 


1 4 R1 7 
I H.O 1 / 


1 nn 

I .uu 


R7 Rn 

Of .OU 


1 449 

I HH*1 


PR 


1 YQ 

Li O 


A 
/A 


ft4R 
OHO 


pr nR^ 


1 ^ R74 

I O.O / H 


1 4 nft7 

I H.UO / 


1 nn 

1 .uu 


7P 7R 

/ c~ . 1 O 


1 44*3 
1 HHo 


pp. 


1 Y^ 

LT O 


A 


ft4R 
OHO 


P4 7P7 

^H. ft/ 


1^ PR 1 ^ 


1 ^ 7^R 

I O. / OO 


1 nn 

1 .uu 


RR R1 

OO.O 1 


1 444 


pn 


1 Y^ 

L T O 


A 
AA 


ft4R 
Ota 


P^ QQR 


14 m4 

1 H. 1 OH 


ip 7np 


n nn 


fi^ RR 
oo.oo 


1 44R 


PF 

L/C 


1 Y^ 


A 
AA 


ft4R 

OHO 


P4 R44 

fcH.OHH 


14 nns 


11 ^Pfi 


n nn 


fin R4 

OO.OH 


144R 
1 hho 


M7 

INi. 


1 Y^ 

LT O 


A 
AA 


ft4R 

OHO 


OO 7QC 
cO. / SO 


1 *3 PS1 
1 O.^O 1 


1 n ^ri 

I U.OJ I 


n nn 

u.uu 


R7 R4 

O/ .OH 


1447 

I HH / 


M 

IN 


ARP 


A 
AA 


R4R 

OHO 


PR QPQ 


14 *31fi 

1 H.O 1 O 


1 4 ^R4 

1 H.OOH 


1 nn 

1 .uu 


Q7 RR 

57 / .OO 


1 44ft 


PA 
L*AA 


ARP 


A 
AA 


R4R 

OHO 


^n ^^r 


14 4RQ 

I H.HOU 


1 ^ QQR 


1 nn 

1 .uu 


QQ RR 

5757. OO 


144Q 

1 HH57 


P 




A 
AA 


R4R 

OHO 


^1 PRQ 

O I .^Ok7 


1 S n7R 
1 o.w / o 


1 R nQ7 


1 nn 

1 .uu 


m4 1fi 

1 O" . 1 o 


14Rrt 


p. 


arp 


A 
AA 


A4R 

OHO 


*^1 ^1 S 


14 SSR 

1 H.OOO 


1 R PPQ 


1 nn 

1 .uu 


mi 7R 

1 U 1 . / o 


14R1 
I H O I 


PR 


nnu 


A 
AA 


A4R 

OHO 


on 44P 


1 R P4R 

I O.tHO 


1 P R71 
l c.. O / I 


1 nn 

1 .uu 


Q4 4R 

57H.HO 


14R9 
l Ho<£ 




ARP 


A 
AN 


R4R 

OHO 


*^1 70P 


14 Q17 

1 H.57 1 / 


11 ft^Q 

1 1 .OOC7 


1 nn 

I .uu 


QP 1R 


I Hoo 


pn 


ARP 
MHO 


A 
M 


ft4R 
OHO 


^1 S^fl 
O I .000 


1^ R4^ 
I O.OHO 


1 n QQQ 


1 nn 

1 .uu 


R7 QQ 

O / .5757 


1 4R4 
I HOH 


MP 
INC 


ARP 


A 
AA 


R4R 
OHO 


^P R71 


1 P 71 R 

XC..I I O 


11 1PR 


1 nn 

1 .uu 


ftfi OQ 

OO.U57 


1 4RR 
I HOO 


P7 


ARP 


A 
AA 


R4R 

OHO 


QO RR7 


11 4fi*3 
1 I .too 


m R7R 

1 \J. o / o 


1 nn 

1 .uu 


RR RP 


1 4RR 

I HOO 


MM1 
INn 1 


ARP 


A 
AA 


R4R 

OHO 


^1 Sft^ 

O I .ooo 


m QflR 

I U.SOJ 


1 n nsft 

I U.VJOO 


1 nn 

1 .uu 


7Q 74 

/ 57. / H 


14R7 

1 HO / 


MUO 
iNrnt 


ARP 


A 

AA 


ft4fi 

OHO 


7P0 

OO. / fc-VJ 


m RRR 
I u.uuu 


10 RQ1 

1 V/.Ov7 1 


1 nn 

1 .uu 


RP QO 

0<1. 570 


1 4SR 

I HOO 


M 
IN 


1 YQ 

LT O 


A 
AA 


R47 

OH/ 


^p n4n 


1 O. 1 0\7 


1 4 7^R 

i H. / OO 


1 nn 

1 .uu 


1 nQ po 

1 057.4C.U 


1 4RQ 

I H357 


PA 


1 Y^ 

LT O 


A 
AA 


R47 


nRi 


ir Rpn 


1 R RRR 

1 J. JUJ 


1 nn 

1 .wo 


10ft fifi 
1 OO. OO 




p 


1 Y^ 
LT O 


A 
AA 


R47 

OH / 


*aP 7RQ 

Ol. / OS? 


17 494 


1 R QR1 


1 nn 

1 .uu 


1 1 ^ ft1 

I 1 O.O I 


14R1 


pt 


1 Y9 


A 
AA 


R47 

OH / 


^1 SQR 

O 1 .0170 


17 RfiQ 

1 / .JOS 


17 ^Rfl 

1 / .OOO 


1 nn 


11ft QQ 

1 1 0.5757 


1 4RP 

1 Wt 


PR 


1 Y^ 

L T O 


A 
AA 


R47 


7R0 


17 RQ7 


14 7R8 


0 00 
u.uu 


Qft *a0 

?Oi JU 


1463 


CG 


LYS 


A 


847 


34.514 


17.383 


1 3.563 


0.00 


85.34 


1464 


CD 


LYS 


A 


847 


35.150 


18.542 


12.840 


0.00 


73.33 


1465 


CE 


LYS 


A 


847 


35.928 


18.073 


11.641 


0.00 


64.16 


1466 


N2 


LYS 


A 


847 


36.604 


19.219 


1 0.996 


0.00 


56.55 


1467 


N 


ASN 


A 


848 


33.860 


17.821 


17.636 


1.00 


115.89 


1468 


CA 


ASN 


A 


848 


33.904 


18.449 


18.991 


1.00 


116.39 


1469 


C 


ASN 


A 


848 


35.379 


18.906 


19.266 


1.00 


119.41 
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TABLE 9 (continued) ___ 



ATOM 
1470 



ATOM TYPE RESIDUE 



1471 

1472 

1473 

1474 

1475 



1476 
1477 
1478 



0 


ASN 


CB | 


ASN 


CG | 


ASN 


OD1 


ASN 


ND2 


ASN 


N 


i PRO 


CA 


PRO 


~"c 


1 PRO 


0 


| PRO 



# 

A 
A 
A 
A 
A 
A 
A 
A 
A 
A 



X 

848 
848 
848 
848 
848 
849 
849 
849 
849 
849 



Y 

36.305 

33.392 

33.984 

35.078 

33.240 

35.622 



Z 

18.286 

17.448 

16.032 

15.825 

15.046 

20.019 



OCC 
18.735 
20.089 
19.955 
19.426 
20.457 



B ATOM 



34.808 I 21.031 

34.29 2 | 22.298 

33.0 82 I 22.562 

35.725 21.422 



20.031 
20.742 
20.008 
20.025 
21.914 



1.00 I 122.42 

1.00 I 106.55 

1.00 | 99.70 

1.00 | 96.25 

1. 00 "I 89.90 



37.063 I 21 .454 21.259 
37.039 20.160 20.430 



1.00 ! 119.93 

1.00 I 119.46 

TOO | 118.74 

1,00 I 121.98 



1.00 118.16 



1.00 I 118.96 
TOO I 120.61 



35.178 I 23.098 19.399 
34.738 24.330 18.701 



1.00 113.94 



1.00 107.06 



1.00 103.74 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 

1 V_/ 1 VI 


ATOM TYPE 
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R 
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M 
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c 
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M 
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I .uu 
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PR 
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A 
M 
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1 5 ft11 
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I .uu 


ftl 11 

OO.O I 
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I j 1 £. 


PP 
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A 
r\ 


ft 54 


11 4Q9 
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1 nn 
I .uu 
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1 51 1 

I J 1 O 


pn 


ARP 


A 
r\ 


ft54 

O J*T 


19 Q1 5 

0£.t7 1 J 
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1 4 70R 


1 nn 

I .uu 


1 n5 4Q 


1 51 4 


NF 

IN L 


ARn 
r\nvj 


A 
M 


ft 54 

O j*t 


19 Q97 


97 070 


1 1 144 

1 0.0*r*r 


1 nn 

1 .uu 


111 R1 
I 1 I .O I 


1 51 5 


P7 


MrlO 


A 


ft 54 


11 955 


9ft 11 ft 

<iO.O I O 


1 1 01 4 
I O.U I f 


1 nn 

1 .UU 


m7 74 
I u / . / *f 


1 51R 


MH1 
i n n i 


ARP 


A 
r\ 


ft 54 


11 R1 4 

OO.O I *+ 


9Q 1ft9 


1 1 QR1 


1 nn 

1 .uu 


mft 7i 

1 uo. / o 


1 517 




ARP 


A 
M 


ft 54 

O J*+ 


11 171 

OO. I / 1 


9ft 704 


11 740 

II./ *+VJ 


1 nn 

1 .uu 


mn nft 

1 uu.uo 


1 51 ft 
1 J 1 O 


IN 


ARP 


A 
r\ 


ft55 


9ft 141 

^0.0*T 1 


95 99ft 


1 5 fl01 


1 no 

1 .uu 


R9 47 


1 51 Q 

1 J 1 C7 


PA 


ARP 


A 
M 


ft55 
Ojj 


97 99Q 


94 fiOR 


1 5 0ft7 
I J.UO / 


1 00 
1 .uu 


5R ft7 
jo.o/ 


1 590 






A 
M 


ft55 
Ojj 


95 Q99 


94 Q45 


1 5 ft11 

1 J.OO 1 


1 00 
1 .uu 


55 14 

JJ.OH 


1 591 




ARfi 


A 
M 


ft55 


94 RR1 

tt.Ow I 


95 054 


1 5 90R 


1 00 
1 .uu 


ri n5 

O 1 .UJ 


1 599 


PR 


ARP 


A 
r\ 


ft55 

OJJ 


97 491 


91 0ft5 


1 4 Q74 


1 00 
1 .uu 


51 ni 

JO.UO 


1 591 


PP 


ARP 

/All vJ 


A 
/A 


ft55 
Ojj 


9fi 947 


99 191 


1 4 141 


1 00 
1 .uu 


51 1Q 

J 1 . Os7 


1 594 


pn 


ARP 


A 
M 


ft55 
Ojj 


95 Qftl 

t J.OOO 


99 707 


1 9 ftQ1 


1 00 
I .uu 


55 m 

J J. I U 


1 595 
1 J*l J 


NF 

IN L_ 


ARP 


A 
M 


ft55 
Ojj 


94 Q41 


91 ftQQ 


1 9 911 


1 00 
I .uu 


54 Ifi 

Jt.OO 


1 59fi 

1 j£0 


P7 


ARP 


A 
r\ 


ft55 
Ojj 


94 745 


91 fl5ft 
i_ I .OjO 


1 0 Q1 1 


1 00 
1 .uu 


55 nn 

J J.UU 


1 597 

1 j£ 1 


NJH1 
inm i 


ARP 


A 
M 


ft55 
Ojj 


95 51 7 
t j. j i / 


99 57Q 


10 110 

I U. 1 I u 


1 00 
1 .uu 


59 ftl 


1 59fi 


MH9 


ARP 


A 
M 


ft55 
Ojj 


91 7Qfi 


91 0Q4 


1 0 1fl4 

1 U.OOH 


1 00 
I .uu 


4ft ft5 

tO.OJ 


1 59Q 


N 

IN 


PHF 


A 
r\ 


ft5fi 

O JO 


9fi nm 


95 1 59 

i-J, 1 J^ 


17 1 59 


1 no 

1 .uu 


59 54 

sJC, J*T 


1 510 


PA 


PHF 
inc. 


A 


ft5fi 
OjO 


94 ft17 

tt.O 1 / 


95 50ft 
^ j. jv/o 


1 7 QR9 


1 no 

1 .uu 


4Q 51 

HO. JO 


1 511 


p 


PHF 


A 


R5R 
OjO 


94 41R 


9R Q74 


1 7 71ft 
1 / . / oo 


1 00 
1 .uu 


4fl 7n 
*+o. / u 


1 519 


n 

w 


PHF 

rriL 


A 


R5R 
OJO 


91 954 


97 19R 


17 5Q7 

1 / . J3 1 


1 00 
1 .uu 


45 49 


1 511 


PR 


PHF 


A 


ft5fi 
OJO 


95 nfifi 


95 970 


1Q 457 


1 no 

1 .uu 


4fi 1fi 
to. 1 o 


1 514 


PP 


PHF 

rriL 


A 


ft5fi 

OJO 


91 ft59 


95 597 


90 11 Q 


1 no 

1 .uu 


4fi Q1 


1 515 

1 JOJ 


pm 

I 


PHF 


A 


ft5fi 
OjO 


99 fiQQ 


94 751 


90 170 


1 nn 

I .uu 


47 n4 

t / . ut 


1 51R 
1 joo 


PD9 


PHF 

i n t 


A 


R5fi 

OJO 


91 ft45 


9fi 54Q 


91 95Q 

«— 1 .C. JC7 


1 no 

1 ■ uu 


41 19 


1537 


CE1 


PHE 


A 


856 


21 547 


24 986 


20 949 


1 00 


46 91 


1538 


CE2 


PHE 


A 


856 


22.711 


26.785 


22.033 


1.00 


45.75 


1539 


CZ 


PHE 


A 


856 


21.553 


25.999 


21 .877 


1.00 


42.35 


1540 


N 


TYR 


A 


857 


25.461 


27.822 


17.725 


1.00 


47.67 


1541 


CA 


TYR 


A 


857 


25.283 


29.238 


17.487 


1.00 


47.32 


1542 


C 


TYR 


A 


857 


24.503 


29.373 


16.181 


1.00 


44.87 


1543 


O 


TYR 


A 


857 


23.404 


29.945 


16.159 


1.00 


42.27 
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TABLE 9 (continued) 



ATOM | ■ 


ATOM TYPE 


RESIDUE 


# 




Y I 


Z 


OCO ; 


R 
D 


ATOM 


1544 j 


CB 


TYR 


A 


857 j 


26.667 I 


29.901 [ 


A -7 A(\-T I 

17.407 j 


■1 nn 
1 .uu 


RO 61 ! 


1545 | 


CG 


TYR 


A 


857 | 


26.684 I 


31.282 


a r» OAT 

16.807 j 


1 fin 
1 .uu 


54 67 


1546 | 


CD1 


TYR 


A T 


857 1 


26.450 I 


32.422 


17.593 j 


1 .uu 




1547 | 


CD2 


TYR 


A 1 


857 T 


26.935 [ 


31.454 ] 


j 1— A A A \ 

1 5.442 i 


■1 nfi 
1 .uu 


54 77 


1548 | 


cii 


TYR 


A 


857 1 


26.469 I 


33.719 I 


17.022 j 


i fifi 

1 .uu 


5R fifl ! 


1549 | 


CE2 


TYR 


A | 


857 1 


26.953 I 


32.728 I 


a a aoa i 

14.860 j 


•i fifi 

1 .uu 


00.03 


1550 | 


cz 


TYR 


A T 


857 j 


26.720 | 


33.855 I 


1 5.647 j 


1 .UU 


R1 Q7 

D I .5? / 1 


1551 J 


OH 


TYR 


A 1 


857 T 


26.725 I 


35.091 j 


15.035 


i fifi 

l .uu 


«^fi 70 


1552 j 


N 1 


GUN 


A 1 


858 j 


25.006 | 


28.706 


A C -4 A A 

15.141 


1 fifi 
\ .uu 


4^ ! 


1553 


CA j 


GLN 


A j 


858 j 


24.400 I 


28.744 I 


13.803 


l .UU 




1554 j 


C j 


GLN 


A 1 


858 j 


22.927 j 


28.400 I 


13.731 


a r\c\ 
\ .UU 


AO CO 


1555 | 


o 1 


GLN 


A 


858 


22.173 


29.017 I 


12.988 | 


1 .UU I 


47 41 


1556 I 


CB j 


GLN 


A 1 


858 1 


25.112 I 


27.795 | 


1 2.859 


■1 nfi 1 
1 .UU 


00. 1 0 1 


1557 I 


CG j 


GLN 


A 


858 1 


26.563 


28.061 J 


12.645 i 


■i nn 
1 .UU 1 


41 *^n 


1558 I 


CD 


GLN 


A j 


858 1 


27.216 ] 


26.990 I 


1 1 .788 j 


i nn 
I .UU 


4R ns 


1559 I 


OE1 j 


GLN 


A 


858 j 


28.399 I 


27.051 I 


11.521 


-1 nn 1 


fin 


I 1560 


NE2 


GLN 


A 


858 


26.446 I 


25.995 I 


a a f\r*c\ 

11.369 


•\ nn 
1 .UU 


CO -IC 


1561 I 


N 


LBJ 


A 


859 


22.523J 


27.372 


AAA CO 

14.452 


i fifi 
1 .UU 


4fi ft'S 


1562 


CA 


LEU 


A 


859 1 


21.136 


26.956 


14.407 


A A A 

1 .UU 


44 


I 1563 


c 


[iu 


A 


859 


20.226 ' 


27.884 


15.180 


1 .UU 


A1 K7 


1564 


0 


LEU 


A 


I 859 


19.091 


I 28.129 


M A » S> A 

| 1 4.764 


1 .UU 


41 R*^ 


1565 


CB 


[iu 


A 


859 


20.998 


25.529 


1 MM _J S*\ 

14.919 


1 4 AA 

1 .00 


/IQ fiO 

4y.uo 


1566 


CG 


j iiu 


A 


859 


21.571 


I 24.412 


A A f\ A A 

1 4.044 


H AA 

\ 1 .UU 


R1 Q1 


1567 


] CD1 


1 [iu 


A 


859 


21.563 


I 23.090 


I A A C1C\C\ 

14.809 


I l .uu 


i 4Q 78 


1568 


j CD2 


\ [iu 


A 


859 


20.736 


j 24.301 


12.793 


1 i nfi 

1 .UU 


R4 1Q 


1569 


1 N 


THR 


A 


860 


20.712 


1 28.393 


16.307 


\ 1 -UU 


1 ^fi ?2 
OU. 


1570 


j CA 


THR 


A 


860 


19.910 


1 29.300 


I U T AAA 

17.111 


-1 fifi 

1 .uu 


^fi Rft 


1571 


C 


THR 


A 


860 


19.694 


j 30.592 


1 1 6.322 


1 i nn 
1 .UU 


QQ QR 


1572 


1 ° 


"j THR 


A 


860 


18.600 


31.177 


16.351 


i -H AA 

j 1 .UU 


1 41 71 


1573 


1 CB 


THR 


A 


860 


20.557 


I 29.532 


a r\ A ^ A 

j 1 8.474 


1 .uu 


00.0 i 


1574 


OG1 


1 THR 


A 


860 


21.942 


29.877 


| 18.304 


i 4 AA 

1 .00 


or 1 n 

jo. I U 


1575 


CG2 


THR 


A 


860 


20.445 


28.256 


19.302 


1.00 


33.36 


1576 


1 ^ 


1 LYi 


A 


861 


20.718 


30.998 


15.564 


1.00 


35.42 


1577 


CA 


j LYS 


A 


861 


20.598 


32.178 


14.715 


1.00 


38.56 


1578 


C 


"I LYS 


A 


861 


19.556 


31.871 


13.639 


1.00 


44.29 


1579 


0 


"1 LYS 


A 


861 


18.669 


32.682 


13.358 


1.00 


45.57 


1580 


CB 


| LYS 


A 


861 


21.932 


32.530 


1 4.076 


1.00 


35.42 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 

/a 1 \S IVI 


ATOM TYPF 

f\ 1 V_/ IVI 1 I 1 t_ 


rpqihi ip 


u 

Tf 


A 


Y 

T 


7 


PiPP 


p 

D 


ATPllUl 
Ml LVIVI 


1 581 


CG 


1 YQ 
LT O 


A 
M 


RR1 


00 007 


11 499 

OO.HC£. 


1 4 Q41 


1 OO 
1 -UU 


ilA IP 


1582 


CD 


1 YQ 


A 
M 


AR1 


99 1Q4 


ia one 

0*r.yUO 


14 ARO 
1 t.OOU 


1 00 
1 .UU 


RR 04 

oo.u** 


1 581 


V-/ 1— 


1 YQ 

LI J 


A 
M 


881 
OD I 


PI P70 


15 778 

OO. / / D 


1 R 7RR 


1 00 
I .UU 


RO RR 
DU.OO 




IN,C_ 


1 YQ 
LT O 


A 
M 


AR1 
OD I 


PP RR1 


07 pnq 


1 R 7R1 


1 OO 
I .UU 


r«; 1 7 

OD. I f 


1 585 
1 SOS 


N 


1 PI 1 


A 
M 


RRP 


1 Q 844 


IO 8R7 
OU. OO/ 


1 1 07R 


1 OO 
1 .UU 


AR RR 


1 588 


PA 

UM 


1 PI 1 
LCU 


A 
M 


ARP 


1 A RQO 


IO PPA 


1 P ORQ 


1 OO 

1 .UU 


1Q 1A 

oy.oo 


1 587 

I DO f 


p 


1 PI 1 
LCU 


A 
M 


RRP 


17 P7P 


IO P71 


1 P R4P 


1 00 
1 .UU 


AC\ AR 


1 588 


w 


1 PI 1 
LCU 


A 
M 


ARP 
Out 


1 R 1R1 


10 7PO 

OU. / c\j 


11 QR^ 


1 OO 

1 .UU 




1 58Q 


PR 


1 PI 1 
LCU 


A 
M 


ARP 
OD^ 


1 Q OOO 

I y.uuy 


PA AOA 


11 R07 


1« OO 
I .UU 


Ai OA 

hi .yo 


1 5Q0 




1 PI 1 
LCU 


A 
M 




1 7 QA7 

i / ,yo/ 


PA PQA 
^O.^yo 


1 0 RA7 
I U. OO / 


1 OO 
1 .UU 


AQ /1A 


1 5Q1 


pni 


1 PI 1 
LCU 


A 
M 


RRP 


1 A OIR 
I O.UOO 


PQ 1 7R 


Q 14R 

y.o^fo 


1 OO 
I .UU 


4R 04 


1 5QP 


PHP 


1 PI 1 
LCU 


A 
M 


889 


1 A P4R 


PR RIP 


m ppa 


1 OO 
I .UU 


47 AR 
If .OD 


1 5Q1 


M 

IN 


1 PI 1 
LCU 


A 
M 


88*5 
OOO 


17 1 OA 
I / . I UO 


PQ R1Q 


1 1 QOO 

1 o.yuu 


1 OO 
I .UU 


1R AR 
OO.OD 


1 5Q4 


PA 


1 PI 1 
LCU 


A 
M 


RR1 
OOO 


1 R A07 
\ D.0U / 


PQ AP4 


1 4 R7R 


1 00 
I .UU 


17 OP 
Of .U£ 


1 5Q5 


p 


1 PI 1 
LCU 


A 
M 


RR1 
ODO 


1 R PRR 


11 PP1 


1 4 RAQ 

I *f.Doy 


1 OO 
I .UU 


1R QA 


1 5Q8 




1 PI 1 
LCU 


A 
M 


88*5 
ODO 


1 4 07R 


11 4RQ 

0 1 .*+oy 


14 4RR 


1 OO 
l .UU 


1R OR 


1 5Q7 
I oy / 


PR 


1 PI 1 
LCU 


A 
M 


RR1 
OOO 


1 R Q1 R 


PQ PIP 
.C.OC. 


1 R QRO 


1 OO 
t .UU 


41 R4 


1 5Q8 
i oyo 




1 PI 1 

LCU 


A 
M 


RR1 
ODO 


1 R AAA 
I O.OOO 


P7 707 


1 R ORR 
I D.UOD 


1 OO 
1 .UU 


AO 17 


1 5QQ 


pni 

vu I 


1 PI 1 
LCU 


A 
M 


88*^ 
ODO 


1 R AR4 


P7 P1R 


1 7 R4A 


1 OO 
I .UU 


1R RO 
OO.DU 


1 roo 


pn? 


1 PI 1 
LCU 


A 
M 


RR1 
ODO 


1 4 R71 


P7 P1Q 


1 R 114 


1 00 
I .UU 


OO.DO 


1 roi 

I DU t 


M 

!N 


AQP 
MOT 


A 
M 


RR4 
OO** 


1 R 1 R1 
I D. I D I 


'IP 1 4P 
Oc. . I *f £. 


1 1; 041 


1 OO 
I .Uu 


1R R7 
OD.O/ 


irop 


PA 


AQP 
nor 


A 
M 


884 
OD*f 


1 R A4R 


OO. OD*+ 


1 R 1 QR 

i o. i yo 


1 OO 
I .UU 


17 R1 
O/ .OO 


1 80i 


p 


AQP 
nor 


A 
M 


884 
Out 


1 R 141 


04 OKA. 


1 1 AQ8 

1 o.oyo 


1 OO 
I .UU 


OO Afi 
OD.*fO 


1 804 

1 DUH 




AQP 


A 
M 


RR4 
OD*+ 


1 4 4RR 


^R 1 P^ 
OO. I c.O 


1 1 QRQ 


1 00 
I .UU 


1R R1 
OD.O I 


1 80R 
I DUO 


PR 


AQP 


A 
M 


884 
OO^f 


1 7 0R1 


OA PQQ 


1 R AP4 


1 OO 
I .UU 


PQ P7 


1808 

1 DUD 


PP, 
UO 


AQP 

MOr 


A 
M 


RR4 
OD*f 


1 7 P1 4 
I f .d. I *f 


14 OOR 

o*+.uuo 


17 114 


1 OO 
I .UU 


1Q 1 O 

oy. I U 


1 807 

I DU / 




AQP 


A 
M 


884 
OD*+ 


1R 1AR 


H P70 
OO.c r U 


17 QP7 

i / .y^ / 


1 OO 
I .UU 


AO CZA 


1 808 

I DUO 


Pin? 


AQP 

MOr 


A 
M 


RR4 
ODH 


1 A 1 74 
I O. I / *t 


14 RPR 


1 7 Q/17 


1 OO 
I .UU 


17 AQ 

of .*fy 


1 80Q 


M 

IN 


QPR 
o l n 


A 
M 


885 
ODO 


1 R 841 


H 7QR 
00. / yo 


1 P 740 
I C 1 HU 


1 00 

I .UU 


40 4R 


181 0 

I D 1 U 


PA 

OM 


QPR 


A 
M 


885 
ODO 


1 R 47R 
I O.Hf D 


14 10P 


11 1Q1 
1 1 .oyo 


1 OO 
I .UU 


1R A7 
OO.O / 


1611 


c 


SER 


A 


865 


14 004 


34 116 


11 058 


1 00 


37 22 


1612 


o 


SER 


A 


865 


1 3.454 


34.844 


10.231 


1.00 


46.57 


1613 


CB 


SER 


A 


865 


16.235 


33.551 


10.284 


1.00 


34.07 


1614 


0G 


SER 


A 


865 


17.577 


33.266 


10.622 


1.00 


46.76 


1615 


N 


VAL 


A 


866 


13.398 


33.095 


11.650 


1.00 


35.77 


1616 


CA 


VAL 


A 


866 


12.013 


32.752 


11.399 


1.00 


35.13 


1617 


C 


VAL 


A 


866 


11.031 


33.779 


11.950 


1.00 


38.58 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 


ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


1618 


0 


VAL 


A 


866 


9.973 


34.057 


11.353 


1.00 


36 20 

NX NX • 


1619 


CB 


VAL 


A 


866 


11.686 


31 .354 


12.004 


1 00 

■ • xx xx 


27 91 


1620 


CG1 


VAL 


A 


866 


10.252 


30.944 


11.666 


1 00 

■ • NX 


22 22 


1621 


CG2 


VAL 


A 


866 


12.666 


30.322 


11.482 


1 00 

P ■ xx xx 


33 78 


1622 


N 


GLN 


A 


867 


11.395 


34.366 


13.081 


1 00 

■ * ^X XX 


39 58 

NX XX • xx XX 


1623 


CA 


GLN 


A 


867 


10.525 


35.342 


13.735 


1 00 

■ • XX \/ 


43 96 

• Vx ■ \x w 


1624 


C 


GLN 


A 


867 


10.213 


36.633 


12.921 


1 00 

■ ■ XX xx 


38 67 

nx xx • xx / 


1625 


O 


GLN 


A 


867 


9.030 


37.022 


12.789 


1.00 


34 00 


1626 


CB 


GLN 


A 


867 


11.039 


35.603 

XX^XX ♦ XX XX xx 


15 163 

1 Xx « 1 NX V-/ 


1 00 


47 82 


1627 


CG 


GLN 


A 


867 


11.248 


34.307 


15.987 


1 00 

1 p IS \x 


37 53 


1628 


CD 


GLN 


A 


867 


9.951 


33.535 


1 6.271 


1 00 


40 95 

T XX • 


1629 


OE1 


GLN 


A 


867 


8.841 


33.972 


15 943 

■ xx ♦ xx » xx 


1 00 

■ * w xx 


40 47 


1630 


NE2 


GLN 


A 


867 


10.097 


32.375 


16.883 

■ xx*xxxxxx 


1 00 

■ * NX 


44 07 


1631 


N 


PRO 


A 


868 


11.254 


37.306 


12 370 

I A— • NX f V 


1 00 


32 90 


1632 


CA 


PRO 


A 


868 


11.071 


38 522 


11 569 


1 00 


32 84 


1633 


C 


PRO 


A 


868 


10.156 


38.173 


10 407 

i ^x ■ i xx t 


1 00 


35 58 


1634 


O 


PRO 


A 


868 


9.132 


38 815 

Xp' V « XX I xx 


10 173 

1 all VX 


1 00 

1 • xx xx 


34 36 


1635 


CB 


PRO 


A 


868 


12.477 


38.796 

XX XX • t ^X xx 


11 052 


1 00 


34 85 


1636 


CG 


PRO 


A 


868 


13 329 

■ X^ m XX-fc» 


38 358 

XX XX v XX XX XX 


12 184 


1 00 


35 76 


1637 


CD 


PRO 


A 


868 


12.690 


37 069 

NX w ■ NX %f XX 


12 631 

■ * XX^ VX ■ 


1 00 


35 45 


1638 


N 


ILE 


A 


869 


10.494 


37 075 

W * « xx • \J 


9 740 


1 00 

1 • xx V/ 


35 25 


1639 


CA 


ILE 


A 


869 


9 730 


36 578 

XX NX m W / V/ 


8 616 

Vx * xx l xx 


1 00 


31 9*5 


1640 


C 


ILE 


A 


869 


8.284 


36 304 

NX \r • ^X NX T 


9 002 

xx * xx xx 


1 00 

1 - \J NX 


28 05 


1641 


O 


ILE 


A 


869 


7.359 


36.758 


8 332 

XX w XXXX&_ 


1 00 

■ • v Xx 


33 69 


1642 


CB 


ILE 


A 


869 


10.389 


35.318 

w • \y I xx 


8 072 

xx m NX f ft— 


1 00 


34 50 

\Jl . x-/\J 


1643 


CG1 


ILE 


A 


869 


11.841 


35 639 

NX NX * XX \J XX 


7 697 

« ■ xxx«* * 


1 00 

1 . xy XX 


31 97 


1644 


CG2 


ILE 


A 


869 


9.630 


34.813 


6 870 

NX » NX f xx 


1 00 


25 52 


1645 


CD1 


ILE 


A 


869 


12.604 


34.477 


7.120 


1 00 


36 91 

X^ X^ ■ Vi/ 1 | 


1646 


N 


ALA 


A 


870 


8.089 


35.599 

XXNX ■ NX XX XX 


10.109 


1 00 


29 58 


1647 


CA 


ALA 


A 


870 


6.750 


35.276 


10 593 

1 xx ■ xx \x nx 


1 00 

■ « x/ nx 


30 48 


1648 


C 


ALA 


A 


870 


6.010 


36.567 


10.913 


1.00 


34.81 


1649 


O 


ALA 


A 


870 


4.793 


36.692 


1 0.672 


1.00 


31.33 


1650 


CB 


ALA 


A 


870 


6.838 


34.402 


11.825 


1.00 


27.17 


1651 


N 


ARG 


A 


871 


6.754 


37.534 


11.441 


1.00 


35.08 


1652 


CA 


ARG 


A 


871 


6.201 


38.845 


11.766 


1.00 


38.73 


1653 


C 


ARG 


A 


871 


5.587 


39.457 


10.509 


1.00 


36.69 


1654 


O 


ARG 


A 


871 


4.411 


39.824 


10.496 


1.00 


33.58 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



A I UM 


Al UM 1 Yrb 


RESIDUE 


# 


X 


Y 


L 


AAA 

OCC 


B 


ATOM 


1655 


A O 

Co 


a aa 

ARG 


A 


871 


7.303 


r\r\ 7c a 

39.754 


12.271 


1.00 


42.63 


1656 


CG 


ARG 


A 

A 


871 


6.935 


41 .209 


4 0 n 0 ~ 7 

12.267 


a on 

1.00 


48.87 


1657 


A r> 

CD 


A DA 

ARG 


A 

A 


871 


6.488 


41 .628 


4 0 P J A 

13.610 


■4 nn 

1.00 


on 00 

39.03 


1658 


Kir? 

NE 


a n a 

ARG 


A 


871 


—700 
5.783 


42.900 


4 O A 

13.554 


4 O O 

1 .00 


^ A Ak A 

54.34 


1659 


A~7 

cz 


A DA 

ARG 


A 

A 


A, —At J 

871 


r" a on 

5.420 


43.599 


14.629 


1.00 


58.85 


1660 


K 1 1 1 A 

NH1 


A aa 

ARG 


A 

A 


871 


5.717 


43.140 


15.841 


A A> A. 

1.00 


/— A Ai n 

58.33 


1661 


Ml IO 

NH2 


a aa 

ARG 


A 

A 


871 


A TOO 

4.700 


A A —f A O 

44.713 


4 A A f\~I 

1 4.497 


A OO 

1.00 


A O A 

67.98 


1662 


N 


GLU 


A 

A 


872 


6.388 


39.518 


9.447 


1.00 


33.87 


H AOO 

1663 


CA 


GLU 


A 

A 


872 


#— nr a 

5.954 


40.047 


Aj J i A 

8.149 


1.00 


36.69 


4 Of A 

1664 


C 


GLU 


A 

A 


r"> t r^k 

872 


4.721 


39.346 


7.61 0 


1.00 


35.07 


A AAC 

1665 


a. 

o 


GLU 


A 

A 


872 


3.835 


39.982 


7.039 


a no 

1.00 


0 0 0^ 
38.97 


A AAA 

1666 


CB 


ai 1 1 
GLU 


A 

A 


872 


7.074 


39.920 


7.099 


a no 

1.00 


A 0 or 

48.05 


-| nn^ 

1667 


a a 
CG 


GLU 


A 

A 


872 


7.897 


41 .206 


/> O A ^ 

6.847 


a nn 

1.00 


57.85 


^ ceo 

1668 


A r-\ 

CD 


ai 1 1 
GLU 


A 

A 


OTO 

872 


8.928 


j a r\r\—j 

41 .037 


5.731 


4 no 

1.00 


no a n 

68.10 


4 o o n 

1669 


A r— .« 

OE1 


A 1 1 1 

GLU 


A 

A 


872 


n f\ A 0 

9.952 


40.366 


c nnn 

5.990 


a nn 

1.00 


— y A OCT 

74.25 


■* A "TO 

1670 


OE2 


A 1 1 ■ 

GLU 


A 

A 


*>^ft 

872 


8.722 


41 .566 


4.606 


1.00 


66.63 


1671 


N 


LEU 


A 

A 


873 


4.671 


38.027 


7.747 


1 .00 


37.62 


4 A^O 

1672 


A A 

CA 


i i~ 1 1 
LEU 


A 

A 


OTO 

873 


0 c on 

3.528 


37.281 


7.244 


1.00 


35.57 


-| O^O 

1673 


a 
C 


LEU 


A 

A 


OTO 

873 


0 no c 

2.295 


37.630 


8.027 


1.00 


36.96 


4 AT A 

1674 


o 


1 l"~ 1 1 

LEU 


A 

A 


oto 

873 


1 .187 


37.664 


7.475 


a nn 

1.00 


o^ 00 

37.28 


1675 


An 

CB 


■ ci i 
LEU 


A 

A 


oto 

873 


O TO A 

3.794 


35.790 


7.331 


a nn 

1.00 


a n a n 

46.12 


A ATA 

1676 


A A 

CG 


i i — 1 1 
LEU 


A 

A 


oto 

873 


a no 0 

5.003 


35.377 


a no 

6.498 


a nn 

1.00 


A a no 

44.82 


1677 


CD1 


1 CI 1 

LEU 


A 

A 


873 


5.185 


OO OO A 

33.921 


6.706 


a nn 

1.00 


ao on 

46.86 


4 ATO 

1678 


Ar\o 

CD2 


1 CI 1 

LEU 


A 

A 


OTO 

873 


A OOT 

4.807 


35.680 


r— no > 

5.024 


4 OO 

1 .00 


A A OO 

41 .83 


a a~7 n 

1679 


N 


HIS 


A 

A 


OT -4 

874 


2.505 


37.887 


n oon 

9.320 


a on 

1.00 


00 on 

32.90 


1680 


CA 


i_ii o 

HIS 


A 

A 


OT >4 

874 


1.430 


38.269 


A n OAO 

10.242 


a nn 

1.00 


0"T O A 

37.34 


1681 


A 

c 


IIIO 

HIS 


A 

A 


OT A 

874 


0.775 


39.603 


0 000 

9.828 


1 .00 


38.25 


1682 


A 

o 


1 1 1 o 

HIS 


A 

A 


OT A 

874 


-0.457 


39.758 


n 0 ^ a 

9.814 


a nn 

1 .00 


on n a 

36.81 


■4 COO 

1683 


CB 


HIS 


A 

A 


ot >c 

874 


1 .997 


38.405 


11 .660 


a nn 

1 .00 


AO AO 

42.16 


1684 


a a 
CG 


III o 

HIS 


A 

A 


OT A 

874 i 


0 or h 

2.251 


0^ /inn 

37.099 


4 0 0 tr 0 

12.352 


a no 

1 .00 


a n a 0 

46.12 


1 OOO 


IMUl 


nio 


A 

A 


o *t 




OD.IUh 


1 O AAC\ 
I £..HH\J 


1 .UU 


4^.00 


1686 


CD2 


HIS 


A 


874 


3.339 


36.643 


13.015 


1.00 


41.95 


1687 


CE1 


HIS 


A 


874 


1.790 


35.088 


13.130 


1.00 


41.59 


1688 


NE2 


HIS 


A 


874 


3.028 


35.390 


13.486 


1.00 


44.61 


1689 


N 


GLN 


A 


875 


1.628 


40.572 


9.520 


1.00 


38.39 


1690 


CA 


GLN 


A 


875 


1.217 


41 .906 


9.090 


1.00 


36.36 


1691 


C 


GLN 


A 


875 


0.363 


41.731 


7.845 


1.00 


34.57 
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TABLE 9 (continued) 



■ n^^A. COORDINAT ES OF AR IN COMPLEX WITH THE LIGAND R1 881 



ATOM | i 


TO TYPE | 


RESIDUE 


# 


X 1 


Y 


Z 


/^V /"V 

occ 


D 
D 


ATOM 


1692 I 


0 I 


GLN 


A 


875 | 


-0.822 


42.017 | 


7.846 


I .uu 


A9 1ft 


1693 


cb r 


GLN 


A 


875 1 


2.471 


42.727 | 


8.765 I 


n nn 

1 .UU 


1ft 9fi 


1694 | 


CG I 


GLN 


a r 


875 


2.247 


44.182 


8.555 


i .UU 


AA m 


1695 T 


CD f 


GLN 


a r 


875 


1.775 | 


44.875 I 


9.800 


a nn 
1 .UU 


A7 m 


1696 I 


OE1 [ 


GLN 


A 1 


875 1 


2.554 J~ 


45.079 I 


1 0.754 i 


•< nn 
1 .UU 


4.9 Q9 


1697 | 


NE2 I 


GLN 


A 


875 


o.504 r 


45.272 | 


9.799 


h nn 
1 .UU 


1A fift 


1698 | 


N I 


PHE 


A T 


876 


0.943 I 


41.081 


6.849 


a nn 

1 .ou 


*5Q 9K 


1699 I 


CA I 


phI 


A 


876 


0.284 I 


40.845 


r- r- ft I 

5.582 


a nn 
1 .UU 


n n7 


1700 I 


C I 


phI 


A T 


876 1 


-1.070 | 


40.161 I 


5.677 


•\ nn 
l .UU 




1701 


o [ 


phI 


A 


876 T 


-2.036 


40.573 I 


5.032 


l .UU 


1A Aft 


1702 I 


CB l 


PHE 


A 


876 1 


1.212 I 


40.017 I 


4.692 


i nn ; 
1 .UU 


1Q ftfi 
017.00 


1703 I 


CG | 


phI 


A 


876 I 


0.676 | 


39.782 I 


3.313 j 


1 .UU 1 




1704 I 


CD1 I 


PHE 


A 1 


876 | 


-0.320 I 


38.846 I 


3.085 | 


1 .UU 


A1 fi7 


1705 I 


CD2 f 


phI 


A 


876 [ 


1.163 


40.507 I 


2.248 


^ nn 
1 .UU 


1Q ^7 


1706 I 


CE1 


PHE 


A 1 876 | 


-0.823 I 


38.650 I 


1 .838 


n nn 1 
1 .OU I 


AA fi^ 


1707 J 




PHE 


A J 


876 1 


0.665 I 


40.318 I 


0.991 


h nn 
1 .UU 


An 9n 


1708 


cz 


phI 


A 


876 


-0.329 


39.385 


0.780 


h nn 

1 .OU 




1709 


N 1 


THR 


A 1 


877 


-1.126 


39.053 


6.405 


^ nn 
1 .00 


AH 9ft 


1710 


CA 


THR 


A 


877 


-2.380 


i 38.320 


6.505 


^ nn 
1 .UU 


1ft ftA 


1711 


C 


THR 


A 


877 


-3.450 


39.157 


I 7.208 


1 .OU 




1712 


o 


THR 


A 


877 


-4.594 


I 39.193 


[ 6.767 


•< r\n 

j 1 .00 


{ 41 .0*3 


1713 


CB 


THR 


A 


877 


-2.193 


36,900 


| 7.135 


4 nn 
1 .OU 


qo 7Q 
Ov5./y 

1 Qft H7 


1714 


1 OG1 


I THR 


A 


877 


I -3.364 


36.117 


] 6.686 


I a rtn 

1 .00 


OO.U/ 


1715 


CG2 


THR 


A 


877 


-1 .937 


36.956 


8.640 


I a nn 
1 .00 




1716 


1 N 


] phI 


A 


878 


-3.062 


I 39.889 


j 8.251 


I a nn 
J 1 .00 


1 Qft nc> 


1717 


CA 


1 phI 


A 


1 878 


-3.997 


40.737 


1 8.984 


I a nn 
1 .OU 




1718 


C 


PHE 


A 


878 


-4.600 


41.760 


T 8.006 


I •< nn 
1 .00 


IP ftR 


1719 


1 0 


PHE 


A 


878 


-5.821 


41.922 


i 7.916 


I a nn 
1 .00 


ftA 


1720 


1 CB 


PHE 


A 


878 


-3.248 


41.450 


| 10.109 


I a nn 
1 .UU 


A1 9^ 


1721 


CG 


PHE 


A 


878 


-4.035 


I 42.540 


10.764 


I a nn 
I 1 .UU 


A^ 79 
HO. / c 


1722 


I CD1 


I phE 


A 


878 


-5.318 


I 42.298 


11.237 


1 h nn 
! 1 -UU 


A7 1Q 


1723 


1 CD2 


1 PHE 


A 


878 


-3.490 


43.810 


10.910 


1.00 


47.82 


1724 


CE1 


PHE 


A 


878 


-6.045 


43.296 


11.842 


1.00 


52.43 


1725 


"1 cii 


~1 PHE 


A 


878 


-4.208 


44.813 


| 11.515 


1.00 


44.62 


1726 


1 ^ 


1 PHE 


A 


878 


-5.488 


44.563 


11.983 


j 1.00 


50.04 


1727 


I ^ 


ASP 


A 


879 


-3.717 


I 42.398 


| 7.243 


1.00 


41.64 


1728 


| CA 


ASP 


A 


879 


-4.078 


43.395 


"1 6.242 


1.00 


44.39 
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TABLE 9 (continued) 





THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


P*^. >m>. 

occ 


B 


ATOM 


5 


1729 


aWA\ 

c 


ASP 


A 


879 


A PH ^9 P* 

-4.975 


42.733 


5.201 


1.00 


41.74 




1730 


0 


ASP 


A 


879 


-6.013 


43.272 


4.797 


1.00 


45.58 




1731 


A*^ 

CB 


ASP 


A 


879 


-2.799 


43.987 


5.597 


1.00 


50.23 


10 


1732 


CG 


ASP 


A 


879 


-1 .938 


44.849 


6.595 


1.00 


65.18 




1733 


OD1 


ASP 


A 


879 


-2.253 


44.919 


7.821 


1.00 


64.91 




1734 


OD2 


ASP 


A 


879 


-0.930 


45.461 


6.140 


1.00 


57.87 


15 


1735 


N 


LEU 


A 


880 


-4.581 


41 .542 


4.784 


1.00 


39.59 


1736 


CA 


LEU 


A 


880 


-5.349 


40.778 


3.824 


1.00 


41.16 




1737 


C 


LEU 


A 


880 


-6.737 


40.477 


4.404 


1.00 


41.39 




1738 


O 


LEU 


A 


880 


-7.720 


40.472 


3.682 


1.00 


46.61 


20 


1739 


CB 


LEU 


A 


880 


-4.594 


39.483 


3.484 


1.00 


41.26 




1740 


CG 


LEU 


A 


880 


-5.117 


38.492 


2.429 


1.00 


46.22 




1741 


CD1 


LEU 


A 


880 


-5.910 


39.174 


1.299 


1.00 


39.53 


25 


1742 


CD2 


LEU 


A 


880 


-3.925 


37.702 


1.873 


1.00 


45.58 


1743 


N 


LEU 


A 


881 


-6.826 


40.273 


5.713 


1.00 


46.94 




1744 


CA 


LEU 


A 


881 


-8.113 


39.974 


6.330 


1.00 


46.60 




1745 


C 


LEU 


A 


881 


-9.028 


41.185 


6.310 


1.00 


50.61 


30 


1746 


O 


LEU 


A 


881 


-10.188 


41 .070 


5.925 


1.00 


50.82 




1747 


CB 


LEU 


A 


881 


-7.964 


39.468 


7.775 


1.00 


38.43 




1748 


CG 


LEU 


A 


881 


-9.282 


39.274 


8.551 


1.00 


37.70 


35 


1749 


CD1 


LEU 


A 


881 


-10.162 


38.204 


7.887 


1.00 


30.98 


1750 


CD2 


LEU 


A 


881 


-8.979 


38.918 


9.997 


1.00 


30.24 




1751 


N 


ILE 


A 


882 


-8.531 


42.341 


6.746 


1.00 


48.70 




1752 


CA 


ILE 


A 


882 


-9.390 


43.517 


6.752 


1.00 


55.61 


A/1 

40 


1753 


C 


ILE 


A 


882 


-9.806 


43.885 


5.314 


1.00 


53.19 




1754 


O 


ILE 


A 


882 


-10.966 


44.227 


5.076 


1.00 


56.55 




1755 


CB 


ILE 


A 


882 


-8.797 


44.720 


7.603 


1.00 


54.73 


45 


1756 


CG1 


ILE 


A 


882 


-7.489 


45.252 


7.008 


1.00 


58.00 


1757 


CG2 


ILE 


A 


882 


-8.566 


44.271 


9.054 


1.00 


42.17 




1758 


CD1 


ILE 


A 


882 


-6.825 


46.382 


7.811 


1.00 


61.98 




1759 


N 


LYS 


A 


883 


-8.917 


43.674 


A O A O 

4.343 


1.00 


51.98 


50 


1760 


CA 


LYS 


A 


883 


-9.229 


43.976 


2.939 


1.00 


53.80 




1761 


C 


LYS 


A 


883 


-10.126 


42.935 


2.296 


1.00 


56.69 




1762 


O 


LYS 


A 


883 


-10.888 


43.257 


1.389 


1.00 


56.03 


55 


1763 


CB 


LYS 


A 


883 


-7.976 


44.008 


2.073 


1.00 


49.48 


1764 


CG 


LYS 


A 


883 


-7.056 


45.152 


2.279 


1.00 


51.98 




1765 


CD 


LYS 


A 


883 


-5.970 


45.061 


1.236 


1.00 


57.39 
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TABLE 9 (continued) 



THREi-DI MENSIONAL COORDj^ri ioF^jN^ ^H THE LIGAND R18B 1 

_ , — r— rn — v I y r z occ b 

1 atam tvpp RFSIDUE # X Y 



ATOM I ATOM TYPE RESIDUE 



1772 
1773 
1774 
1775 



1776 
1777 



1778 
1779 



1780 
1781 



1782 
1783 
1784 



1785 



1786 



1787 
1788 
1789 



1790 



1791 



1792 



1793 
1794 



1795 

1796 

1797 

1798 

1799 

1800 

1801 

1802 



CE 
NZ 
N 

CA 



CB 
OG 
N 

CA 



CB 
CG 



ND1 
CD2 



CE1 
NE2 
N 



CA 



CB 
CG 
~SD 



CE 



N 



CA 



CB 



CG1 
CG2 
N 
CA 



O 



LYS 

LYS 

SEER 

SER 

SER 

SER 

SER 

SER 

ThiF 

HIS 



HIS 
HIS 



HIS 
HIS 



HIS 
HIS 
HIS 
HIS 
MET 



MET 



MET 



MET 
MET 
MET 
MET 



MET 
VAL 



VAL 
VAL 
VAL 
VAL 



VAL 



883 - 4.752j 45.885 

883 -3.755 45.773 

884 I -10.0 00 | 41.687 
884 -10. 721 40.515 
884 -12.055 40.765 
884 I -12.1 67 I 40.549 
884 I -10.873 I 39.434 

884 I -11.559 I 39.933 

885 - 13.029 41.258 
885 -14.376 41.558 



OCC 
1.601 
0.507 
2.758 
2.228 
1.543 
0.334 
3.304 



ATOM 



A | 885 -14.388 42.167 



A 885 -14.901 41.561 



A I 885 -1 5.091 42.532 
A 885 -14.848 42.258 



885 I -1 3.766 42.770 

885 - 15.545 41.521 

885 I -1 3.802 I 42^360 

A | 885 -14.871 41.599 

A 886 -13.813 43^358 

A I 886 | -13. 780 | 44.065 

A 886 -12.804 43.540 



4.437 
2.308 
1.826 



1.00 
1.00 
1.00 



0.424 



1.00 



-0.515 



1.00 



65,28 
72.32 
64.45 
60.51 



57.37 
55.96 
60.86 



69.00 
59.05 
68.14 



74.11 



78.87 



2.781 
4.241 



1.00 



4.919 
5.135 
6.178 
6.335 



0.284 
-1.003 
-2.083 



886 



-12.844 44.000 -3.225 



A 886 -13.570 45.582 



-0.755 



1.00 



1.00 
1.00 
1.00 
1.00 



74.25 



79.02 



75.36 
74.74 



1.00 
1.00 
1.00 



1.00 



1.00 



886 
886 
886 



-12.135 I 46 /127 -0.979 
11.788 I 47.728 | -0-157 
■10.212 48.246 -1.001 I 1.00 



1.00 
1.00 



69.84 
76.42 



77.20 
75.99 
66.55 



63.97 



87.39 



94.48 
94.87 
94.14 



A I 887 -11.942 42.584 



-1.738 1.00 60.32 



887 I 


-10.968 I 


42.057 | 


-2.702 


1.00 I 


54.75 


887 I 


-11.146 


40.564 I 


-3.026 


1.00 


56.80 


887 | 


-10.263 


39.931 J 


-3.624 


1.00 I 


52.84 


887] 


-9.525 


42.334 I 


-2.213 


1.00 J 


48.73 


887 


-9.081 


41.277 


-1.221 


1.00 


55.82 


887 


-8.578 


42.459 


-3.377 


1.00 ' 


i 42.79 


888 


| -12.293 


40.033 


^599 


1.00 


60.63 


888 


-12.752 


38.643 


-2.786 


1.00 


60.83 


888 


-11.912 


37.401 


I -2.406 


1.00 


I 65.27 


888 


-12.196 


36.292 


-2.885 


1.00 


1 62.05 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


v/ 

Y 


Z 


-fti 

occ 


B 


ATOM 


a noo 

| 1803 


CB 


SER 


A 


O O rt 

888 


4 ft ft ft ft 

-13.368 


38.463 


-4.169 


1.00 


r- 4 P*ft 

51.52 


j An i 

1804 


OG 


SER 


A 


ft ft 

888 


-12.417 


ft ft ft ft ft 

38.680 


MB J ft A 

-5.181 


J ft_ AA^ 

1.00 


F» ft ft —1> 

58.27 


1805 


N 


\ / A 1 

VAL 


A 


ft ft ft. 

889 


j ft ft ^ ft 

-10.918 


ft^V l™^*ft 

37.579 


A AB A\ ft. 

-1.529 


1.00 


70.51 


mi ft /"\ 

1806 


CA 


ft # A ■ 

VAL 


A 


f\ A 

889 


-10.079 


ft ft j 

36.475 


-1.036 


1.00 


69.77 


1807 


C 


ft # A A 

VAL 


A 


889 


J y»V ft. jr\ M 

-10.894 


M ft. AM 

35.856 


0.115 


1.00 


71.90 


j ft, s*\ r\ 

1808 


o 


VAL 


A 


889 


-11.475 


ft ^> /-V 

36.609 


0.910 


1.00 


70.16 


1809 


CB 


VAL 


A 


889 


-8.740 


ft. 

37.003 


-0.461 


1.00 


68.58 


1810 


CG1 


l J A ■ 

VAL 


A 


889 


-7.880 


35.843 


-0.016 


1.00 


73.27 


1811 


jC-v jp-S a 

CG2 


1 # A ■ 

VAL 


A 


889 


-8.006 


37.859 


-1.489 


1.00 


65.97 


1812 


N 


ASP 


A 


890 


-10.969 


34.520 


0.203 


1.00 


74.76 


1813 


CA 


ASP 


* 

A 


A A 

890 


-1 1 .758 


33.870 


1.271 


A ft. ft 

1.00 


72.71 


J A J A 

1814 


C 


ASP 


A 


890 


ji ft ft ft ft 

-10.920 


ft. ft. J A 

33.314 


ft. A A~ AH 

2.457 


_A ft. ft 

1.00 


ft ft, #A» V 

69.55 


a ft a w— 

1815 


o 


ASP 


A 


890 


-9.783 


32.831 


2.270 


J A^*A 

1.00 


ft. a*H 

70.86 


J ft j 

1816 


CB 


ASP 


A 


A S"V A 

890 


-12.783 


32.857 


0.666 


1.00 


72.91 


J ft, J 

1817 


y— \ a— * 

CG 


ASP 


A 


890 


-12.332 


31 .385 


0.735 


1.00 


A\ Ak -fc A 

80.84 


1818 


OD1 


ASP 


A 


O A 

890 


j j ft ft 

-11.326 


.-V ft ft ft A 

30.981 


ft ft ft ft 

0.093 


J ft ft 

1.00 


m ft ft J 

76.21 


1819 


OD2 


ASP 


A 


890 


-13.045 


ft, ft ft j 

30.618 


M% A Mi #""* 

1.413 


J ft_ y— v 

1.00 


p* ^x 

78.59 


j «<x a^ 

1820 


N 


PHE 


A 

A 


891 


-11.431 


33.508 


3.680 


1.00 


59.70 


_J ft jft J 

1821 


CA 


PHE 


A 

A 


891 


-10.746 


33.068 


4.902 


1.00 


52.91 


_A A .ft. 

1822 


C 


PHE 


A 

A 


891 


-11.598 


32.045 


5.665 


1.00 


49.30 


1823 


o 


PHE 


A 


891 


-12.740 


32.326 


ft. ^"V _J A^ 

6.012 


J A AV 

1.00 


W*» A*^ 

50.65 


1824 


CB 


PHE 


A 

A 


891 


A ft, A — _ A 

-10.474 


34.274 


5.848 


A ft. 

1.00 


•a p ^x d**. 

55.80 


J ft. ft. r— 

1825 


CG 


PHE 


A 

A 


891 


-9.223 


35.088 


fA A* A ft) 

5.518 


aI ft ft 

1.00 


A A mi 

47.41 


J ft A A 

1826 


CD1 


PHE 


A 

A 


891 


-9.250 


ft. ft J A 

36.101 


4.554 


A ft ft 

1.00 


A tf\. m4 A 

40.14 


4 ft ft — T 

1827 


CD2 


PHE 


A 

A 


ft ft. <i 

891 


ft ft ft^V 

-8.027 


ft 4 ft ft 

34.837 


ft j — p <j 

6.171 


J ft ft. 

1.00 


A r~ Tft 

45.78 


1828 


CE1 


PHE 


A 

A 


ft ft ^ 

891 


ft 4ft — r 

-8.107 


ft ft ft 4 ft, 

36.842 


4 ft A ft 

4.246 


aI ft ft 

1.00 | 


ft A ft^V 

34.67 


J rt Aft 

1829 


CE2 


PHE 


A 

A 


891 


S*\ ft. 

-6.876 


ft, (— t— ft PA 

35.585 


5.862 


1.00 


46.05 


a ft ft ft 

1830 


cz 


PHE 


A 

A 


ft ft Mi 

891 


ft ft ft ft 

-6.922 


ft ft p* ft ft 

36.582 


A ft ft ft 

4.900 


Mi ft ft 

1.00 


ft ^9 ftft 

37.02 


1831 


N 


tf\ 

PRO 


A 

A 


ft ft fti 

892 


^ 4 ft r*ft 

-11.052 


ft ft ft A 

30.845 


»A- p\ ft. ft 

5.926 


4 ft ft 

1.00 


A A ftft 

44.99 


4 ft ft ft 

1832 


CA 


PRO 


A 

A 


ft ft ft 

892 


4 4 ^9 ft ft 

-11.782 


ft ft ft ft ft 

29.806 


ft ft ft ft 

6.660 


Mi ft ft 

1.00 


ft ^MW ft I 

39.76 


1833 


C 


PRO 


A 


892 


-11 .976 


Oft. 0"7A 

30.370 


8.058 


4 ftft 

1.00 


44.96 


1834 


0 


PRO 


A 


892 


-11.052 


30.952 


8.621 


1.00 


46.87 


1835 


CB 


PRO 


A 


892 


-10.792 


28.648 


6.669 


1.00 


45.27 


1836 


CG 


PRO 


A 


892 


-9.970 


28.878 


5.420 


1.00 


46.05 


1837 


CD 


PRO 


A 


892 


-9.737 


30.353 


5.480 


1.00 


46.20 


1838 


N 


GLU 


A 


893 


-13.176 


30.234 


8.604 


1.00 


51.64 


1839 


CA 


GLU 


A 


893 


-13.508 


30.792 


9.914 


1.00 


51.25 
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TABLE 9 (continued) 



V w ' ■ — ~ 



ATOM 
1840 
1841 
1842 
1843 
1844 



1845 



1846 

1848 
1849 



1850 
1851 



1852 
1853 



1854 

1855 

1856 

1857 

1858 

1859 

1860 

1 861 



1866 



OE1 



= I RESIDUE 


# 


X | 


(jLU ) 


A 


893 1 


\ GLU 1 


A 


893 r 


\ GLU 1 


A 


893 [ 


| GLU 


A 


893 1 


"| GLU 


A 


893 1 


GLU 


A 


893 1 


GLU 


A 


893 j 


1 MET 


A ~ 


894 



o 

CB 



CG 
~SD 



1867 



CE 
N 

CA 
C 



O 



1868 



1869 
1870 



CB 
N 



CA 
C 



1871 



1872 
1873 
1874 
1875 
1876 



O 
CB 
~CG 
CD 
OE1 
OE2 



■12.577 30 .549 11-077 
■12.321 3 1.462 l 11-858 
?1 4.937 j3O4^1^0^ 
A 5.987 31.401 1 9724 



^uiT3^699T 8. 224 | 1.00 



ATOM 
52.74 
58.39 
59.05 



75.65 



82.95 



-15.706 30 .745 7.418 
'-15.762 32.891 7.845 



1.00 

Too 



1.00 



84.06 
86.37 



52.94 



MET 
MET 



894 
894 



-12.043 l 29.348 11-205 
^7T52T29^^ 



MET 
MET 
MET 
MET 



894 
894 



MET 1 


A 


894 


MET [ 


"a J 


895 


MET | 


A J 


895 


~mIt 


A 1 


895 


MET 


J" A 


895 


MET 


A " 


895 


MET 


A 


895 


MET 


A 


1 895 



-9.322 



25.428 



-9.466 



MET 
ALA 
ALA 



895 
896 



-8.311 
-8.679 
-7.979 
-7.751 
-6.936 
-6.668 
-4.870 
-9.786 



24.840 



30.130 



ALA 



A 896 -10.211 



ALA 



A I 896 -9.655 



30.948 
32.431 
33.226 



13.821 I 1-00 I 73-67 



1.00 72.54 



12.166 

11 .021 1 1-00 1 61 .08 
10.744 1-00 58.05 



10.789 
11.422 



30.5 27 9.396 
31.548 8J20 



30.991 



7.072 



31 .161 6.982 
32.802 10.152 



1.00 I 56.79 

7,00 56.34~ 

~ 1.00 57.93 

1.00 67.27 

1.00 79.81 



1.00 49.66 



34.186 



10.170 1 00 46.91 



ll^rn^27 1^015019 



ALA 
GLU 



AH 896 -11-616 



GLU 
GLU 



A I 897 -10.805 



897 



-9.442 



GLU 
GLU 
GLU 
GLU 

"glu 



^72\~r^7r \ LOO I 55.53 



ih^04 



-^^rpi^rTi^ 



'34.053 13.928 1.00 j 52.77 



34.244 H.591 1-00 I 48 32 



897 | -11.927 

897 I -13.217 

897 -14.284 

897 -13.167 



~^MaX^SA02 1-00 4952 



3^3^^ 
~32J2^^ 

33.1 02 16.074 1-00 | 78.93 

i^rrr^ 7928 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



i Al UM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


-7 

*L 


occ 


B 


ATOM 


■i Q77 
1 Of I 


Kl 


II r~ 

ILE 


A 

A 


ono 

898 


O A ~7~J 

-0.477 


OO >|H7 

oo.41 7 


4 A n A 4 

14.241 


H OO 

1.00 


it C OH 

45.91 


■i Q7Q 

1 o7o 


CA 


ILE 


A 

A 


ono 

898 


~7 4 cn 
-7.1 60 


33.561 


4 A OOO 

14.836 


h no 

1.00 


A o OO 

43.63 


1879 


C 


ii r 
ILE 


A 

A 


ono 

898 


c c 4 n 

-6.510 


O il QiO 

34.843 


4 A OOO 

1 4.323 


H OO 

1.00 


it H ii O 

41.42 


a OOA 

1880 


O 


ii r* 

ILE 


A 

A 


ono 

898 


e on 4 

-5.891 


o C CTO 

35.578 


h c oot 

15.087 


A OO 

1.00 


it H OH 

41.91 


4 004 
lOO 1 


Co 


ii r - 

ILE 


A 

A 


ono 

898 


O OTC 

-6.275 


on ooo 

32.288 


4 A COT 

14.567 


1.00 


it c oo 

45.82 


1882 


CG1 


1 1 T~ 

ILE 


A 

A 


OOO 

898 


O "7^*7 

-6.797 


O 4 ^ rir 

31.125 


1 5.430 


1.00 


48.14 


4 ooo 

1883 


CG2 


ii r~ 

ILE 


A 

A 


OOO 

898 


A ' f VC 

-4.776 


on COT 

32.537 


J J o A ~~T 

1 4.847 


A OO 

1.00 


O .4 HO 

34.18 


4 OO A 

1884 


CD1 


1 1 r~ 

ILE 


A 

A 


ono 

898 


c n 4 4 

-5.911 


on oo a 

29.894 


1 5.425 


1.00 


60.11 


A OOC 

1885 


Kl 

N 


ii r - 

ILE 


A 

A 


onn 

899 


O T O A 

-6.734 


35.177 


H O OO ii 

1 3.064 


A OO 

1.00 


OT oo 

37.89 


1886 


CA 


ii r~ 

ILE 


A 

A 


OOO 

899 


r\ j OC 

-6.105 


OO OTO 

36.372 


H O COO 

12.526 


A OO 

1 .00 


A f\ AO 

40.46 


A 007 

1887 


C 


11 C" 

ILE 


A 

A 


ono 

899 


o o a n 

-6.640 


OT OO /4 

37.624 


H O OOO 

13.202 


H OO 

1 .00 


OO OH 

39.91 


H OOO 

1888 


O 


ii rr 
ILE 


A 

A 


onn 

899 


r- oon 

-5.880 


no coo 

38.533 


HO CO i* 

1 3.524 


h on 

1 .00 


oo oo 

36.62 


1889 


Co 


1 1 r - 

ILE 


A 


onn 

899 


o nnn 

-6.290 


no ioo 

36.486 


H O OOO 

1 0.986 


h on 

1 .00 


a r> r\ a 

46.34 


■i onn 
1890 


CGI 


II c 

ILE 


A 

A 


onn 

899 


G TOO 

-5.722 


op oco 

35.250 


h n ooo 

10.280 


h nn 

1 .00 


C H OO 

51.08 


4 OOH 

1891 


CG2 


II c 

ILE 


A 

A 


onn 

899 


C OHO 

-5.612 


37.759 


h n ji it o 

1 0.448 


h on 

1 .00 


a r~ i » 

45.77 


h ono 

1892 


CD1 


ii r - 
ILE 


A 

A 


onn 

899 


j oon 

-4.239 


O >t O"70 

34.978 


HOC CO 

1 0.550 


h nn 

1.00 


c o oo 

53.92 


h ono 

1893 


N 


SER 


A 

A 


nnn 

900 


-r OOT 

-7.927 


OT OHO 

37.612 


H O COO 

1 3.520 


1 .00 


on c /i 

39.54 


4 Qf\ A 

1894 


CA 


SER 


A 

A 


nnn 

900 


O CTO 

-8.576 


OO "TO A 

38.764 


AAA OO 

14.129 


H OO 

1 .00 


on oo 

39.63 


4 one 

1895 


C 


SER 


A 

A 


nnn 

900 


O ii T il 

-8.474 


oo nor 

38.925 


H C OCO 

1 5.652 


H OO 

1 .00 


A H OO 

41 .36 


■4 ono 

1896 


o 


pi — rt 

SER 


A 

A 


nnn 

900 


O OO H 

-8.821 


oo nTn 

39.970 


HO H O O 

16.188 


H OO 

1 .00 


a o nn 

46.90 


4 oo~7 

1897 


CB 


SER 


A 

A 


OOO 

900 


h o o ii o 

-10.048 


OO OOO 

38.823 


A o OTO 

1 3.670 


A OO 

1.00 


OT OH 

37.01 


4 ono 

1898 


OG 


P r~ f~> 

SER 


A 

A 


nnn 

900 


4 n ooo 

-10.963 


OO O 7 7 

38.377 


H j4 OCO 

14.652 


h on 

1 .00 


a n on 

40.29 


4 onn 

1899 


Kl 

N 


\ /A 1 

VAL 


A 

A 


nn 4 

901 


-7.942 


OT OOO 

37.938 


H O OCO 

16.350 


h nn 

1 .00 


r> a r*0 

34.58 


4 nnn 
1900 


CA 


\ / A 1 

VAL 


A 

A 


nnn 

901 


-7 oon 

•7.889 


OO O OT 

38.027 


H T TOO 

17.799 


A OO 

1 .00 


on nc 

32.25 


4 nr\4 
1901 


C 


\/A 1 

VAL 


A 

A 


901 


O C 4 O 

-6.516 


0~7 OHO 

37.812 


H O OOO 

18.388 


H OO 

1 .00 


oo no 

33.93 


4 OAO 

1902 


o 


\ / A 1 

VAL 


A 

A 


nn4 

901 


O 4 4 O 

-6.11 6 


oo a no 

38.496 


h n ooc 

1 9.325 


H OO 

1 .00 


r\ —j a r\ 

37.49 


1903 


CB 


V/A 1 

VAL 


A 

A 


nn 4 

901 


O CI A A 

-8.844 


OO C\C?~7 

36.967 


HO A A O 

1 8.443 


h on 

1.00 


A O OO 

40.69 


4 rin a 
1904 


CGI 


\/A 1 

VAL 


A 

A 


nnn 
901 


O 7ftO 

-8.793 


07 nip 

37.045 


h n n7c 

19.976 


A OO 

1.00 


o~7 on 

37.09 


4 one 
1905 


OG2 


\ / A 1 

VAL 


A 

A 


nn4 

901 


4 n oto 

-10.273 


07 4 Ad: 

37.146 


H ~7 OOA 

17.930 


h nn 

1.00 


ot on 

37.39 


a fine 
1 906 


Kl i 

N 


GLN 


A 

A 


nnn 

902 


e oho 

-5.813 


oo oon 

36.820 


H ~7 OOC 

17.865 


h nn 

1 .00 


oo on 

38.32 






ni K» 


A 
M 




A ^C\A 


Qft A~7R 
OO.** /O 


I O.O/ O 


1 nn 
I .uu 


oo on 

oo.oU 


1908 


C 


GLN 


A 


902 


-3.432 


37.222 


17.639 


1.00 


39.26 


1909 


O 


GLN 


A 


902 


-2.419 


37.566 


1 8.234 


1.00 


41.22 


1910 


CB 


GLN 


A 


902 


-4.247 


34.958 


18.276 


1.00 


36.78 


1911 


CG 


GLN 


A 


902 


-5.309 


34.053 


18.926 


1.00 


41.09 


1912 


CD 


GLN 


A 


902 


-5.529 


34.320 


20.418 


1.00 


47.88 


1913 


0E1 


GLN 


A 


902 


-6.664 


34.277 


20.899 


1.00 


56.15 
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TABLE 9 (continued) 



ATOM 
1914 



Tl inCC ntr— i ^ nnRn| N AT PS^OFARJN^COMPL EX^WTH THE LIGAND R1881 

— r- [ — I — ~ — I w I y I 7 I OCC B ATOM 

ATOM TYPE RESIDUE # X Y * | | | 1 



1915 

1916 

1917 

1918 

1919 

1920 

1921 

1922 

1923 



1924 
1925 



1926 



1927 



1928 



1929 

1930 

1931 

1932 

1933 

1934 

1935 



1936 



1937 



1938 



1939 



1940 



1941 



1942 



1943 
1944 



1945 
1946 



1947 
1948 
1949 



1950 



NE2 



N 

CA 



CB 
CG1 
CG2 
N 
CA 



CB 
CG 



CD 



N 

CA 



CB 
CG 
CD 



CE 



NZ 



N 



CA 



CB 



CG1 
CG2 



CD1 
N 



CA 



CB 



GLN 



VAL 

VAL 

VAL 

VAL 

VAL 

VAL 

VAL 

PRO 

PRO 



PRO 
PRO 
PRO 
PRO 



PRO 



LYS 
LYS 
LYS 
LYS 
LYS 
LYS 
LYS 



902 

903 

903 

903 

903 

903 

903 

903 

904 

904 



-4.447 

-3.621 

-2.611 

-2.431 

-1 .294 

-2.841 



21.155 
16.340 



34.587 
37.449 



38.16 7 | 15.569 
39.624 16.026 
40.077 16.171 



1.00 
1.00 



1.00 
1.00 
1.00 



43.52 
40.86 



38.57 
37.36 
39.48 



38.035 14.028 



-1.947 | 38.994 | 13.270 

-2.503 I 36.622 | 13.574 

-3.534 I 40.366 | 16.292 

-3.373 41.753 16.738 



1.00 
1.00 
1.00 
1.00 
1.00 



904 
904 



-2.436 41. 878 | 17.945 
-1.624 42.801 18.019 



1.00 
1.00 



42.29 
39.28 
39.72 
30.75 
32.91 



904 
904 



-4.797 42.161 17.092 



1.00 



36.72 



40.29 



29.43 



-5.571 41.493 16.035 



1.00 



904 



-4.962 (40.088 16.042 1.00 



LYS 



LYS 



ILE 



ILE 



ILE 
ILE 



ILE 



ILE 
ILE 



ILE 
LEU 



LEU 
LEU 

liu 



LEU 



905 

905 

905 

905 

905 

905 

905 



1.00 



-2.489 40.9 09 | 18.851 
-1.632 40 .937 20.031 I 1.00 
-0.149 40.868 19.677 I 1.00 



0.688 | 41. 365 | 20.422 | 1.00 
-1.995 39.807 21.022 



1.00 



905 



905 



-3.485 I 39.698 21.377 1-00 

-3.751 3 8.653 22.476 1.00 

-5.233 38. 624 22.886 1.00 

-5.552 37.658 23.987 M.00 



30.40 



34.37 



36.01 
32.07 
30.44 



33.55 
34.01 



906 



0.185 40.258 18.545 



1.00 



906 



1.588 40.103 18.142 



1.00 



906 
906 



2.076 41.353 17.449 



1.00 



3.203 I 41.817 17.688 1-00 



906 



1.818 38.828 17.217 



1.00 



37.81 
51.29 
51.15 
63.78 



38.99 



43.43 



46.59 



46.25 



41.03 



906 
906 



1.453 37.545 | 17.993 
3.289 38.764 16.745 



1.00 
1.00 



1.386 36 .270 | 17.189 

1.217 I 41.891 | 16.587 

1.516 I 43.11 1 | 15.831 

1.639 44.317 16.784 



906 
907 
907 
907 



907 I 2.496 45.1 99 | 16.590 
907 I 0.437 | 43.324 | 14.751 



1.00 
1.00 
1.00 
1.00 



1.00 
1.00 



41.68 
35.00 



36.91 
50.54 
47.53 
42.06 



41.92 
43.43 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 
r\ I w ivi 


ATOM TYPF 


ntoiuuc 


ff 


v 

A 


V 
T 


7 


npp 
uuu 


R 


Ml VJIVl 


1 QR1 


PP 


I Pi i 

LCU 


A 

M 


Q07 

*7U / 


n 797 


AO 1Q1 


1 *^ 7ft9 
I O.f Oe. 


1 nn 
I .uu 


1i 97 


1 QR9 




I PI I 


A 
M 


Q07 
yu / 


_n ftR7 


d.9 9Q0 


1 9 Q01 


1 nn 
I .uu 


9Q 1R 
^y. io 


1 QR7 
i yoo 




I PI I 

LCU 


A 
M 


QH7 

yu/ 


1 RftO 
I .oou 


41 QR7 
*f i .yo / 


1 9 QRQ 

i ^.yoo 


1 nn 
I .uu 


9Q RR 

^y.oo 


1 QRA 

i yo** 


M 
IN 


CCD 


A 

M 


yuo 


n «ri 

U.OO I 


AA 9ft9 


1 7 ftRft 
I /.oOo 


1 nn 
I .uu 


oc no 


1 QRR 

i yoo 


OA 


CCD 

ocn 


A 
M 


yuo 


Cl ft71 
U.O/ I 


OOft 


1 ft ftR9 
I O.OO^ 


1 nn 
l .uu 


A1 77 
*\ \ .t f 


1 OCR 




CCD 

oCn 


A 

M 


on ft 
yuo 


1 QAO 


40. 1 0 1 


i y.yoi 


1 nn 

1 .UU 


>IC QQ 

40.OO 


1 QR7 

i yo/ 


\J 


CCD 

ocn 


A 

M 


on ft 
yuo 


tL. I I D 


4R QDC 

*to.yoo 


on 7ftft 
ZU. / OO 


1 nn 

I -UU 


R7 R1 
Of .0 I 






CCD 

ocn 


A 
M 


on ft 
yuo 


-u.o i y 


*fO.Oo I 


1 Q A7Q 

i y.*f/ y 


1 nn 
I .uu 


AA 1 R 
I 0 


1 QRQ 

i yoy 


pp 


CCD 

ocn 


A 
M 


QHft 

yuo 


-u.y i o 


A~7A 


9f> Q1A 


1 nn 
I .uu 


A7 99 


1 Qfln 
i you 


M 
IN 


PI V 


A 
M 


yuy 


9 RftA 


AA fTifl 
*+*f .UOU 


1 Q ftftR 

i y.ooo 


1 nn 
I .uu 


AO R9. 


1 QR1 

i yo i 


PA 


PI V 
OLT 


A 
M 


yuy 


7 79ft 
O. / c.O 


4*? ft1 *5 


90 ft 77 


1 nn 

I .uu 


71 Rft 
O I .OO 


1 QR9 

i yo^ 


L> 


PI V 
OLT 


A 
M 


ono 
yuy 


7 79A 


997 


OO Oil 


1 nn 
I .uu 


77 71 
Of .1 \ 


1 QR7 

i yoo 


w 


PI V 
OLT 


A 
M 


yuy 


A 17*5 


A*\ 1 RQ 


9Q 1 9Q 


1 nn 
I .uu 


AO RR 


1 QR4 

I yo*t 


M 
IM 


I VQ 
LT O 


A 
M 


Q1 n 

y i u 


c.Xil I 


A9 7Q1 


99 AD1 


1 nn 

I .uu 


77 Rn 

uu. OU 


1 QRR 

i yoo 


PA 


I VQ 
LY O 


A 
M 


oi n 
y i u 


1 fiiQ 

i .o i y 


*f<£. I O^ 


OO C70 

tZO.Of o 


1 nn 
I .uu 


A9 n7 


1 QRR 

i yoo 


L/ 


I VQ 
LY O 


A 
M 


01 n 
y i u 


o nRA 


iin "7AO 


00. ft*5Q 


1 nn 
I .uu 


ai m 

*f I . I u 


1 QR7 

i yo/ 




I VQ 
LY O 


A 
M 


oi n 
y i u 


o n7R 
^.uoo 


AH 1 *57 
*fU. I Of 


9A Q9.9 


1 nn 
I .uu 


7Q QQ 

oy.yy 


1 QRft 

i yoo 


PR 


I VQ 
LY O 


A 
M 


qi n 
y i u 


n inn 
u. I uu 


AO Q9H 


oo ftHR 
^O.OUO 


1 nn 
I .uu 


ai m 

H I . I u 


1 QRQ 

i yoy 


PP 


I VQ 
LYo 


A 
M 


qi n 
y i u 


n 7R7 

-U.oO/ 


^O. / O I 


9*5 Rft9 


1 nn 
I .uu 


AR R9 


1 Q7H 

i y / u 


pn 


I VQ 
LY O 


A 
M 


qi n 
y i u 


1 ft7n 
- 1 .oou 


AO QHA 


OO 70C 

^o. / ^O 


1 nn 
I .uu 


An Q7 

nu.y / 


1 Q71 

i y / i 


L/C 


I VQ 
LY O 


A 
M 


qi n 
y i u 


i yu 


*to.y /o 


9R 1 R<1 
^O. I OO 


1 nn 
1 .uu 


A9 79 


1 Q79 

i y i c. 


M7 


I VQ 
LY O 


A 
M 


oi n 
y i u 


^ Rm 

-O.OO I 


AQ ft1 Q 

4o.o i y 


9R 9RH 
^O.^OU 


1 nn 
I .uu 


R7 A7 


1 Q77 

i y to 


M 
IM 


VAI 
VML 


A 
M 


y 1 1 


0 AQ7 


An 1 1 a 

*tU. I I *r 


99 79ft 


1 nn 

I -UU 


A9 nR 


1 Q7A 

i y i h 


PA 


VAI 
VML 


A 
M 


y 1 1 


9 QQ9 


*^ft 7AR 
oO. / *fO 


OO R9A 


1 nn 

I -UU 


7R 91 


1 Q7R 

i y / o 




\/AI 
VML 


A 
M 


y 1 1 




*5ft Q1 9 

oo.y i *i 


91 ftHR 
^ I .OUO 


1 nn 
I .uu 


7R 1R 
OO. I O 


1 Q7R 

i y /o 


LJ 


\/AI 
VML 


A 
M 


Q1 1 

y 1 1 


A 00A 


*5ft7 


9H R71 
clU.Xjf I 


1 nn 
I .uu 


77 ft7 
Of .Of 


1 Q77 

i y / / 


PR 


\/AI 
VML 


A 
M 


Q1 1 

y 1 1 


9 09^ 


^7 ft79 
Of .Of c. 


91 ft99 


1 nn 
I .uu 


9Q RR 


1 Q7ft 


PP1 
L*0 I 


VML 


A 
M 


y 1 1 


c.DD 1 


*?R ^Rl 
OD .OO 1 


91 A7R 
^ l .f / O 


1 nn 

I .UU 


77 70 
oo.ou 


1 Q7Q 

i y / y 


PP9 


V/AI 
VML 


A 
M 


y 1 1 


n 7^r 

U. / OD 


*X7 R7A 
O # .O / H 


99 Rftft 
^^.OOO 


1 nn 
I .uu 


7R m 

OO. I u 


i you 


M 
IN 


I VQ 
LT O 


A 
M 


Q1 9 




OO.jU't 


99 ^Rft 


1 nn 
I .uu 


7R fin 

OO.OU 


1981 


CA 


LYS 


A 

*\ 


912 


6 638 


38 677 


21 653 


1 00 


36 47 


1982 


c 


LYS 


A 


912 


7.451 


37.409 


21.556 


1.00 


40.23 


1983 


0 


LYS 


A 


912 


7.293 


36.472 


22.334 


1.00 


39.68 


1984 


CB 


LYS 


A 


912 


7.483 


39.752 


22.347 


1.00 


37.13 


1985 


CG 


LYS 


A 


912 


7.952 


39.353 


23.729 


0.00 


38.33 


1986 


CD 


LYS 


A 


912 


8.846 


40.405 


24.332 


0.00 


39.07 


1987 


CE 


LYS 


A 


912 


9.124 


40.089 


25.784 


0.00 


39.77 
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TABLE 9 (continued) 



ATOM 
1988 
1989 
1990 



1991 
1992 



1993 
1994 



1995 
1996 



1997 



1998 
1999 



ATOM TYPE | RESIDUE 
NZ 
N 

CA 



2000 



2001 



2002 



2003 
2004 



2005 



2006 
2007 
2008 
2009 
2010 



2011 
2012 



2013 



2014 



2015 



2016 



2017 



2018 



2019 

2020 

2021 

2022 

2023 

2024 



C 
~0 



CB 
CG 



CD 
N 



CA 



CB 



CG1 



CG2 



CD1 
N 



CA 



CB 
CG 
CD1 



CD2 

ciT 



CE2 



CZ 



OH 



N 



CA 



O 
CB 
CG 
CD1 
CD2 

ciT 



PRO 
PRO 



PRO 
PRO 
PRO 
ILE 



ILE 



ILE 

Ile 



ILE 
ILE 



ILE 
ILE 
TYR 



TYR 



TYR 
TYR 
TYR 
TYR 
TYR 



TYR 
TYR 



TYR 
TYR 



TYR 



PHE 



PHE 



PHE 



PHE 
PHE 
PHE 
PHE 
PHE 
PHE 



912 
913 
913 



9.862 
8.266 
9.146 



913 10.247 
913 10.565 



OCC 



41.2 00 I 26.423 
37.333 I 20^517 
36.208 20.249 



36.18 1 | 21.301 
37.200 21.893 



40.28 
39.61 
40.14 



913| 9. 711 I 36.564 18.875 

"gTTl 8.534 37.200 18.210 

913) 8.060 38.134 19.296 

A I 914 I 10.813 I 35.008 | 21.538 



914 



11 



.883 I 34.848 22.497 1-00 



914 I 13.0 85 34.508 21.654 
914 13.129 33.460 21.029 



1.00 
1.00 



914 I 11, 625 33.663 23.434 
10.311 33.834 24.173 



1.00 



36.50 

38.67 

41.93 

44.72 

42.22 

34.68 



36.82 



40.11 
43.44 



38.93 



914 



1.00 



914 
914 
915 



91 



12.743 33.54 0 | 24.435 

9.917 I 32.5 67 | 24.899 

14.047 I 35 .409 | 21.603 

5 I 15.235 35.191 20.798 



1.00 
1.00 
1.00 
1.00 



91 
91 
91 



5 I 16.352 3 4.582 21.608 
5 16.359 34.665 22.833 



5 15.717 I 36.510 20.165 

915 I 14.778 37.052 1 9/122 

915 13.6 00 37.695 19.484 

915 I 15.042 I 36.875 I 17.767 

915 12.6 96 38.141 18.527 

915 14.142 37.317 16.786 



32.49 
46.36 
39.70 
45.62 
45.53 



47.03 
51.25 



38.58 
36.78 



91 



5 I 12.969 37.952 17.175 



1.00 



A 
A 



A 
A 
A 
A 
A 



91 



5 I 12.067 38.377 16.212 



1.00 



38.75 
47.40 
49.22 
52.13 



56.55 



916 



17.298 33.964 20.915 1-00 



916 
916 



18.439 I 33. 376 21.580 ] 1-00 
19.487 34.457 21.707 



1.00 



20 



132 I 34 .568 22.738 

18.993 I 3 2.180 | 20.787 

18.213 I 30. 915 | 20.991 

17.006 I 30.705 \ 20.326 

1 8.670 2 9.948 | 21.875 

916 I 16.263 29.553 20.540 



1.00 



1.00 
1.00 
1.00 



1.00 
1.00 



55.66 



46.26 



44.65 



44.05 



47.61 



42.46 



44.06 
46.38 



47.18 
45.51 
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TABLE 9 (continued) 



THREE-DIMENSIONAL COORDINATES OF AR IN COMPLEX WITH THE LIGAND R1881 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


AAA 

OCC 


B 


ATOM 


2025 


a r- a 

CE2 


PHE 


A 

A 


AJ A 

916 


17.939 


aa ^nr\ 

28.789 


OO A A A 

22.098 


4 A A 

1.00 


M A AP 

46.95 


2026 


cz 


nil r~ 

PHE 


A 


04 C 

916 


4 C 700 

1 6.732 


OO PA J 

28.594 


0 4 A OA 

21 .426 


4 A A 

1.00 


AC 4 0 

45.10 


ft ft ft ^ 

2027 


N 


in A 

HIS 


A 


O 4 T 

917 


4 f\ AAA 

1 9.603 


ft c ft ft ft 

35.303 


ft ft ft ft ft 

20.689 


A ft ft 

1.00 


A ft A^ 

46.97 


OOOO 

2028 


A * 

CA 


HIS 


A 

A 


917 


r\r\ 4 4 

20.611 


OA APA 

36.352 


OA AO A\ 

20.694 


4 A A 

1.00 


. —7 A A 

47.06 


ft ft ft ft 

2029 


a 
C 


in f> 
HIS 


A 


917 


20.043 


37.777 


Aft ^9 A A 

20.743 


-4 ft ft 

1.00 


52.16 


A Aft ft 

2030 


a, 
0 


HIS 


A 

A 


917 


20.353 


ft ft ft ft ft 

38.603 


A ft ft tT\ ft 

19.896 


A ft ft 

1.00 


^ ft 

57.53 


OOO 4 

2031 


A o 

CB 


HIS 


A 

A 


n4 T 

917 


O 4 CO A 

21.524 


OA 4 —rrs 

36.170 


4 O A ~~T 4 

19.471 


4 A A 

1.00 


ji ft ft ft 

49.03 


/■\ ft ft 

2032 


CG 


Lll 

HIS 


A 

A 


917 


21.994 


ft j ^^ft 

34.756 


J A ft A ft 

19.246 


A ft ft 

1.00 


A ft ft ft 

43.80 


oooo 

2033 


ND1 


l_JI o 

HIS 


A 


04 T 

917 


oo n m 

23.287 


0 >t 0 ^ 0 
34.340 


4 0 jl O A 

19.494 


4 OO 

1.00 


a —y a A 

47.63 


2034 


CD2 


in 

HIS 


A 

A 


ft a — r 

917 


21.343 


ft ft ft ™Tft 

33.670 


4 A TAO 

18.762 


4 A A 

1.00 


A A OO 

48.20 


2035 


CE1 


in *■> 
HIS 


A 

A 


917 


AA 1 J j 

23.414 


ft ft ft ft ^ 

33.065 


4 0 4 ~ 70 
19.173 


4 A A 

1.00 


f-* 4 A A 

51.22 


OO OA 

2036 


NE2 


HIS 


A 

A 


917 


22.248 


00 004 
32.631 


4 A ^AA 

1 8.726 


4 OO 

1.00 


ji -T - 7 n 

47.78 


a a a** 

2037 


N 


THR 


A 


ft -4 ft 

918 


19.206 


ft ft ft 

38.052 


A A ^Tft r 

21 .735 


4 ft ft 

1.00 


A A OO 

62.03 ; 


2038 


A A 

CA 


THR 


A 


a 4 ft 

918 


1 8.597 


ft ft ft A A 

39.381 


0 4 O 4 ~T 

21.917 


4 OO 

1 .00 


—7 A 4 O 

72.18 


A a A a 

2039 


a 
C 


THR 


A 

A 


918 


19.558 


A ft OAC 

40.395 


ft ft r™T A 

22.571 


4 OO 

1 .00 


—7 A A 

75.33 


2040 


o 


ti i r**> 

THR 


A 

A 


918 


4 A 4 r*st 

19.150 


41 .565 


OO "TO 4 

22.781 


4 A A 

1.00 


"TO *T 4 

78.71 


aa ^ 

2041 


CB 


ti i 

THR 


A 

A 


A J ft 

918 


17.378 


ft ft ft ft ft 

39.309 


A A ft A ~~9 

22.847 


A ft ft 

1 .00 


73.07 


2042 


OG1 


T t i r*> 

THR 


A 

A 


/•N A ft 

918 


16.840 


ft^ ft ft ft 

37.980 


ft ft ft A ft 

22.842 


A ft ft 

1 .00 


^ A ^ ft 

72.53 


A A Jl o 

2043 


CG2 


ti in 

THR 


A 

A 


n 4 o 

918 


4 r* rsr\ 4 

16.301 


a r\ n no 

40.339 


00 >• 4 0 
22.419 


4 A A 

1.00 


T A 4 A 

76.16 


aa j 

2044 


OXT 


ti i 

THR 


A 

A 


A A A 

918 


20.674 


ft ft ft ft^T 

39.997 


OO OA jl 

22.964 


4 OO 

1.00 


—7 A AT 

76.97 


2045 




ti i r\ 

THR 


A 

A 


918 












2046 


/**» ^ 
C1 


r^t a a 

R18 


A 

A 


*J AAA 

1000 


ft jk A A 

0.414 


ft ft ft—«ft 

28.070 


A A A A 

4.103 


A ft ft 

1.00 


47.66 


o o j t 
2047 


C2 


R18 


A 

A 


4 OOO 

1000 


4 4 OF^ 

1.195 


OO AAA 

26.999 


J AAA 

4.832 


4 A A 

1 .00 


40 0 4 
49.34 


AA J o 

2048 


/"*n 

C3 


A A 

R18 


A 

A 


1000 


2.661 


ft ^ A ft 

27.140 


ji ft ft 

4.532 


4 A A 

1.00 


c ft ft ft 

53.90 


OO A O 

2049 


a ^ 
C4 


R18 


A 


1000 


3.174 


OO >4 r*T 

28.457 


4.794 


4 OO 

1.00 


c c ft rr 

55.05 


ooco 
2050 


C5 


R18 


A 

A 


4 nnn 

1000 


2.367 


OO ceo 

29.553 


jl TOO 

4.780 


4 A A 

1.00 


CO OO 

50.29 


ooc 4 

2051 


A A 

C6 


R18 


A 

A 


4 OOO 

1000 


2.973 


OO AAA 

30.906 


5.11 6 


4 OO 

1.00 


iT JA 

47.48 


ooro 

2052 


C7 


n 4 r> 

R18 


A 

A 


4 r\r\f\ 

1000 


2.207 


OO OOO 

32.030 


4.457 


4 OO 

1 .00 


A 4 4 

46.11 


ft ft c a 

2053 


C8 


R18 


A 


4 ftrtft 

1000 


rt "70ft 

0.733 


O 4 O AA 

31 .962 


> OOO 

4.898 


4 OO 

1 .00 


ji |— A 4 

45.61 


nAP A 

2054 


An 

C9 


R18 


A 

A 


4 OOO 

1000 


0.124 


A A r- A~7 

30.597 


Jl C 4 il 

4.514 


4 OO 

1 .00 


j» A A 4 

49.94 


2055 


C 10 


DA O 
Hi O 


A 

A 


l uuu 






4.4/0 


1 .UU 


4y.o4 


2056 


C11 


R18 


A 


1000 


-1.316 


30.583 


4.251 


1.00 


47.61 


2057 


C12 


R18 


A 


1000 


-2.102 


31 .675 


4.310 


1.00 


47.26 


2058 


C13 


R18 


A 


1000 


-1.535 


33.039 


4.664 


1.00 


44.26 


2059 


C14 


R18 


A 


1000 


-0.056 


33.066 


4.261 


1.00 


42.93 


2060 


C15 


R18 


A 


1000 


0.387 


34.509 


4.572 


1.00 


43.22 


2061 


C16 


R18 


A 


1000 


-0.899 


35.299 


4.311 


1.00 


41.50 
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ATOM 
2062 
2063 
2064 
2065 
2066 
2067 



- THREE-D.MENS.ONAL COORD.NATESOFAm j^^ 

1 ■ 1 1 — Z I v I Z OCC B 

I atom TYPP RESIDUE # X Y I J 



2068 



2069 
2070 
2071 



2072 
2073 



ATOM TYPE | RESIDUE 
Cl7 
C18 
C27 
083 
097 
O 



2074 



2075 



2076 
2077 
2078 
2079 



2080 

2081 

2082 

2083 

2084 



2085 
2086 
2087 



2088 



2089 
2090 



2091 
2092 



O 
O 
O 
O 



O 
~0 



O 
O 
O 
O 



O 
O 

o 



o 
o 



o 
o 



HOH 
HOH 
HOH 
HOH 



HOH 
HOH 



HOH 



HOH 



HOH 
HOH 
HOH 



HOH 



HOH 
HOH 
HOH 
HOH 
HOH 



HOH 
HOH 
HOH 



HOH 



HOH 
HOH 



HOH 
HOH 



1000 
1000 
1000 
1000 
1000 



-2.001 3 4.282 3.900 

■1.725 33.228 6.189 

-2.034 I 34. 050 | 2.412 

3.375 26.212 4.162 

-3.257 I 34. 797 \ 4.345 

17.517 I 11.9 63 I 20.575 

7.977 16.353 14.548 



1.00 



1.00 



1.00 



ATOM 



43.39 



41.74 



40.38 



1.00 



1.00 
1.00 
1.00 



3.112 18.5 53 | 3.147 
1.314 20.835 2.312 



1.00 
1.00 



59.41 



48.46 
51.58 
29.86 



65.78 
46.40 



0.422 24.646 -12.882 1.00 | 58.80 



-1.370 30.527 -15.016 



1.00 



-4.737 



8 



4.151 
-7.536 



10 
11 
12 
13 



36.972 I -13.426 1.00 



41.87 
75.71 



24.024 6.333 M-00 32.89 



14.518 23.118 M-00 42.77 



5.938 



20 
21 



22 



23 
24 



25 



26 



7.674 37. 499 I 32.487 1-00 
26.453 8.689 17.052 I 1.00 



7.032 I 36.581 14.890 1-00 



6.659 32.126 15.319 
2.693 46.635 13.278 



1.00 
1.00 



5.869 I 40.798 18.893 | 1.00 
16.821 36.244 25.158 



1.00 



1.368 I 26.376 I 31.674 1.00 49.63 

TioT 32.439 I 14.426 I I 45 58 

4.179 32.582 14.418 1-00 31.77 

-5.348 34.883 24.137 j 1-00 | 62 - 76 



2.739 25.007 I -10.984 1 00 5383 
^TTl 0.790 29.074 3.632 1.00 61.00 
16 18.090 34.834 6.262 | 1-00 I 6621 



1.00 I 56.69 



V7 I 28.211 I 24.615 

18 5.741 29.774 I 22.458 I 1.00 I 37.52 

19 12.529 31.030 16.979 {jMj^X 



46.92 



48.49 



40.54 



44.19 
46.55 



48.79 



58.36 



TABLE 1 0 



ATOM 
1 
2 



THREE- 



ATOM TYPE 
N 

CA 



RESIDUE 
GLN 
GLN 



# 
A 
A 



X 

682 
682 



Y 


Z 


OCC 


B 


ATOM 


31.180 


-1 .959 


93.866 


1.00 


69.36 


32.157 


-2.958 


94.388 


1.00 


66.54 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



Al UM 


Al (JM 1 YPfc 


RESIDUE 


# 


X 


Y 


-y 

L 


A\/~\ /-\ 

OCC 


B 


ATOM 


o 
o 


O 


GLN 


A 

A 


682 


OO OH A 

33.310 


O H CO 

-3.159 


93.410 


■4 A A 

1 .00 


A A i"» 

66.47 


A 

4 


r\ 
\J 


Ol Kl 

GLN 


A 

A 


682 


O A AAA 

34.414 


o eco 
-2.653 


oo oo~r 

93.627 


H OO 

1.00 


A A A A 

66.82 


5 


to 


f^l Kl 

GLN 


A 

A 


682 


OH i CO 

31.453 


yl ooc 

-4.285 


94.646 


A A A 

1 .00 


A A A 

68.47 


6 


N 


LEU 


A 


683 


oo oc o 

33.053 


o ooo 

-3.900 


92.336 


: LOO 


A A ^\ A 

63.30 


7 


CA 


i r~i i 

LEU 


A 

A 


AAA 

683 


O H O 7 •> 

34.077 


A H C O 

-4.153 


91.334 


J A A 

1.00 


A A A ^ 

60.85 


8 


C 


i i - 1 1 
LEU 


A 


a r\ 

683 


/-* > A a a 

34.028 


/"* 4 A A 

-3.134 


; 90.197 


1.00 


56.94 


o 

9 


o 


LEU 


A 

A 


683 


A A f— -~f 

35.057 


o ooo 

-2.832 


89.590 


a A A 

1.00 


^ A A A 

54.60 


a r\ 

10 


CB 


■ i~i i 
LEU 


A 


683 


A A A J ^ 

33.941 


-5.573 


90.767 


J A A 

1.00 


A ^ J A 

61.13 


A A 
11 


CG 


i r~ i i 

LEU 


A 

A 


a a a 

683 


34.171 


A A J 

-6.734 


91 .743 


a A A 

1.00 


A A r~ A 

66.50 


H O 

12 


CD1 


i i - 1 1 
LEU 


A 


e o o 

683 


OA O A A 

34.044 


-8.065 


f\ U AAA 

91.003 


*i A A 

1.00 


A A A A 

60.00 


13 


OD2 


1 CZI 1 

LEU 


A 

A 


a a o 

683 


35.555 


A A J ^ 

-6.617 


0.lO A ^ A 

92.370 


*i A A 

1 .00 


r— A /— A 

59.53 


H /I 

14 


N 


ILE 


A 

A 


684 


oo ooo 

32.839 


O OOT 

-2.607 


OO O H 4 

89.911 


4 oo 

1.00 


ro o^ 

52.97 


15 


CA 


ii t - 
ILE 


A 

A 


aa i 

684 


32.696 


-1.624 


Oft A J i 

88.844 


A A A 

1.00 


A A A 

48.69 


H c 

16 


C 


ii rr 

ILE 


A 

i A 


684 


OO OjIO 

33.249 


A OOO 

-0.282 


A A OOO 

89.320 


H A A 

1.00 


ao o r* 

46.25 


■4 —T 

17 


o 


HI - 

ILE 


A 

A 


684 


OO 1 i 4 

32.771 


a A^r a 

0.276 


A A AAA 

90.302 


J A A 

1.00 


A *A A 4 

41.04 


18 


CB 


II 

ILE 


A 

A 


AA A 

684 


O 4 OH O 

31.219 


H >* OO 

-1 .426 


A A j| A^ 

88.437 


4 A A 

1.00 


t~ A J A 

52.18 


19 


CG1 


ii r - 

ILE 


A 

A 


e o a 

684 


A A f— A J 

30.594 


O ~7 O j| 

-2.764 


A O A A> A 

88.029 


A A A 

1.00 


^ A A 

50.50 i 


20 


CG2 


ii r" 

ILE 


A 

A 


AA 1 

684 


31.137 


-0.448 


A A A A 

87.269 


4 A A 

1.00 


A A 

48.24 | 


21 


.a. h 

CD1 


ii r - 

ILE 


A 

A 


AA 1 

684 


OH ACA 

31.258 


A A OO 

-3.423 


A A AOO 

86.839 


4 A A 

1.00 


51.57 


22 


N 


r-v n /"N 

PRO 


A 

A 


aac 

685 


O H O - TO 

34.270 


A OPO 

0.250 


A A A A A 

88.628 


4 A A 

1.00 


A A A A 

40.66 


23 


CA 


PRO 


A 

A 


AAr- 

685 


O Jl O^ A 

34.874 


H COO 

1.532 


A A OO A 

89.001 


H OO 

1.00 


oo o o 

39.82 


24 


c 


PRO 


A 

A 


685 


o o o i< e 

33.846 


O A A f~ 

2.665 


A A A A A 

89.084 


At A A 

1.00 


A A A A 

36.13 


2b 


u 


rHU 


A 

A 


AAP 

685 


oo ooc 

32.885 


O Pft7 

2.697 


OO OHO 

88.319 


H OO 

1.00 


OC e A 

35.64 




ub 


rHU 


A 

A 


AAP 

685 


OC OH O 

35.913 


1 .743 


A ^7 A A J 

87.901 


H OO 

1 .00 


O A OO 

34.22 


27 


CG 


PRO 


A 

A 


685 


A A A A A 

36.328 


A OOO 

0.330 


87.591 


At A A 

1.00 


i A A A 

43.36 


oo 
28 


CD 


PRO 


A 

A 


A r> f 

685 


OA O C A 

34.951 


A OOO 

-0.290 


OT AAA 

87.441 


H OO 

1.00 


J A A A 

40.38 


29 


Kl 

N 


PRO 


A 

A 


AAA 

686 


O A O A O 

34.049 


o e> a o 

3.610 


OO OHO 

90.013 


H OO 

1 .00 


A P A A 

35.29 


on 

30 


CA 


PRO 


A 

A 


AAA 

686 


O O H O H 

33.161 


4.756 


OO OO A 

90.234 


H A A 

1.00 


t— a A 

35.12 


ol 


C 


PRO 


A 

A 


AAA 

686 


oo ore 

32.856 


c ceo 

5.569 


o o o^o 

88.978 


H OO 

1.00 


A A A A 

30.01 


OO 

32 


o 


PRO 


A 

A 


A O A 

686 


OH OOO 

31.698 


C OOO 

5.883 


OO OOO 

88.696 


H OO 

1.00 


A A A A 

29.64 


oo 




□ DA 


A 

A 


OOO 


QQ 0,00 


O.Dl O 




1 .UU 


ob.o4 


34 


CG 


PRO 


A 


686 


34.626 


4.484 


92.076 


1.00 


41.25 


35 


CD 


PRO 


A 


686 


35.210 


3.700 


90.919 


1.00 


39.57 


36 


N 


LEU 


A 


687 


33.901 


5.907 


88.231 


1.00 


29.04 


37 


CA 


LEU 


A 


687 


33.729 


6.701 


87.013 


1.00 


28.23 


38 


C 


LEU 


A 


687 


32.874 


5.982 


85.970 


1.00 


26.62 


39 


O 


LEU 


A 


687 


32.096 


6.607 


85.240 


1.00 


25.82 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



541 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE J 


RESIDUE I 


# r 


X | 


Y 


Z i 




R 

I 


ATOM 

r\ i wivi 


40 


CB f 


[iu T 


A T 


687 | 


35.086 


7.048 I 


OC A OO 


1 nn 

I -UU 


OC CQ 
t J.UO 


41 




LEU | 


A | 


687 | 


35.023 I 


7.915 | 


OC H CC 

85. 1 DO 


1 nn 


**4 fi*3 1 


42 


CD1 J" 


[iu I 


A 


687 


34.104 


9.118 


o5.4Uo 


1 nn 

1 .UU 1 


m rr 


43 


CD2 1 


LEU I 


A I 


687 1 


36.436 I 


8.348 




1 nn 

1 .UU 1 


^n rr 


44 


N 1 




A 


688 1 


33.015 


a r\ 

4.663 


oD.oyo 


1 nn 

I .UU I 


27 06 1 


45 


CA 1 


,LE I 


A 


688 


32.226 I 


3.891 ! 


O A OC -i 

84.95 1 


1 nn I 

1 .UU 


P*3 1fl 


46 


P 1 




A 


688 1 


30.762 I 


3.860 


OC 077 


1 nn 
1 .uu 


94 nR 


47. 


O 1 


ILE I 


A 1 


688 


29.859 | 


3.990 j 


OA CA C 

84.545 


1 nn 
1 .uu 


PR 77 


48 


CB 1 


ILE I 


A 1 


688 [ 


32.788 I 


2.477 j 


OA OH C 

84.81 5 


1 nn 
1 .uu 


P*} R1 


49 


CGI | 


ILE [ 


A 


688 


34.173 I 


2.557 


OA H "7 A 
84. 1 /4 


1 nn 
1 .uu 


PR QP 


50 


CG2 [ 


ILE I 


A 


688 1 


31.848 I 


1.616 


83.978 


1 nn 

1 .UU ! 


PR 1Q 


51 


CD1 "J 


ILE 1 


A 


688 


34.884 I 


1 .237 


84.088 


•i nn 
1 .UU 


Oi Q7 
o I .O/ 


52 


N 


ASN 1 


A 


689 J 


30.505 I 


3.704 


OO C~7 A 

86.674 


1 nn 
1 .uu 


PR QP 


53 


CA 1 


aIn J 


A 


689 J 


29.118 


3.713 I 


0~7 A OO 

87.1 38 


1 nn 

1 .UU 


01 71 i 


54 


C 


ASN 


A 


689 


28.513 J 


5.088 J 


OO O 07 

86.837 


1 nn 
1 .uu 


pp nn 


55 


o 


ASN 


A 


689 


27.343 


5.195 J 


00.4/ c. 


1 nn 

I .uu 


PR 26 1 


56 


CB 


ASN 


A 


689 


29.050 


3.436 


OO PjIC 

88.645 


•\ nn 
1 .UU 


^1 4Q I 


57 


CG 


ASN 


A 


689 


29.163 


1.966 


88.972 


1 .UU 


QQ Q7 

oo.O/ 


58 


OD1 1 


ASN 


A 


689 


29.561 


1.593 


90.081 


■i nn 
1 .UU 


AR 1 Q 


59 


ND2 


ASN 


A 


689 


28.778 | 1.116 


OO ooo 

: 88.023 


a on 
1 .UU 




60 


N 


LEU 


A 


690 


I 29.313 


6.139 


OO ooo 

; 86.983 


4 nn 
1 .UU 


OO OO 


61 


CA 


[iu 


A 


690 


28.811 


7491 


1 OO ~ 7 H C 

i 86.715 


1 nn 
l .uu 


! PR 4^ 


62 


C 


1 [iu 


A 


690 


I 28.445 


7.621 


1 OC ooo 

i 85.236 


i nn 

1 .UU 


P7 nR 

tZ.1 .UO j 


63 


O 


LEU 


A 


690 


I 27.384 


8.139 


[ o a one 

1 84.895 


i nn 
l .UU 


OR n7 


64 


CB 


[iu 


A 


1 690 


29.860 


I 8.528 


87.112 


•i nn 
1 .UU 


PR °.R 


65 


CG 


LEU 


A 


690 


29.488 


I 10.012 


86.976 


■4 nn 
1 -UU 


qk. An 


66 


CD1 


LEU 


A 


690 


30.409 


10.836 


" 0"7 QQA 

87.88U 


1 nn 
I .uu 


^R 71 

I OU.» 1 


67 


CD2 


LEU 


A 


690 


I 29.595 


10.475 


O IT COO 

85.522 


i nn 
1 .UU 


1 r \ < C\ 4R 


68 


N 


1 [iu 


A 


691 


29.309 


1 7.123 


84.360 


■4 nn 
1 .UU 


1 OC 70 ! 


69 


CA 


LEU 


A 


691 


I 29.038 


7.174 


OO OOO 

82.92*: 


1 nn 
1 .uu 


P*3 R4 


70 


C 


LEU 


A 


691 


27.766 


6.400 


1 82.595 


4 OO 

1 .00 


07 OO 


71 


O 


1 [iu 


A 


691 


26.990 


1 6.810 


1 81.738 


1.00 


22.81 


72 


CB 


1 [iu 


A 


691 


30.209 


1 6.586 


82.128 


1.00 


24.64 


73 


CG 


1 [iu 


A 


691 


31.565 


1 7.295 


82.220 


1.00 


25.70 


74 


CD1 


1 [iu 


A 


691 


32.610 


1 6.538 


81.381 


1.00 


21.63 


75 


CD2 


1 [iu 


A 


691 


31.422 


1 8.739 


81.722 


1.00 


20.83 


76 


N 


1 MET 


A 


692 


27.562 


1 5.259 


83.253 


1.00 


24.62 



542 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 


5 


77 


CA 


MET 


A 


692 


26.351 


4.476 


83.019 


1.00 


27.60 




78 


C 


MET 


A 


692 


25.156 


5.337 


83.440 


1.00 


27.94 




79 


o 


MET 


A 


692 


24.145 


5.416 


82.745 


1.00 


25.86 


10 


80 


CB 


MET 


A 


692 


26.385 


3.195 


83.860 


1.00 


27.45 




81 


CG 


MET 


A 


692 


25.197 


2.289 


83.686 


1.00 


39.52 




82 


SD 


MET 


A 


692 


25.017 


1.642 


82.004 


1.00 


51.06 


15 


83 


CE 


MET 


A 


692 


24.268 


3.029 


81.134 


1.00 


52.36 


84 


N 


SER 


A 


693 


25.296 


6.010 


84.574 


1.00 


25.24 




85 


CA 


SER 


A 


693 


24.216 


6.835 


85.083 


1.00 


31.97 




86 


C 


SER 


A 


693 


23.878 


8.044 


84.219 


1.00 


29.88 


20 


87 


o 


SER 


A 


693 


22.719 


8.455 


84.157 


1.00 


28.14 




88 


CB 


SER 


A 


693 


24.531 


7.313 


86.508 


1.00 


38.05 




89 


OG 


SER 


A 


693 


25.623 


8.222 


86.526 


1.00 


43.01 


25 


90 


N 


ILE 


A 


694 


24.865 


8.625 


83.547 


1.00 


25.23 


91 


CA 


ILE 


A 


694 


24.553 


9.808 


82.741 


1.00 


26.22 




92 


C 


ILE 


A 


694 


24.257 


9.520 


81.279 


1.00 


23.06 




93 


O 


ILE 


A 


694 


24.031 


10.442 


80.504 


1.00 


24.41 


30 


94 


CB 


ILE 


A 


694 


25.669 


10.875 


82.813 


1.00 


22.83 




95 


CG1 


ILE 


A 


694 


26.984 


10.307 


82.265 


1.00 


22.20 




96 


CG2 


ILE 


A 


694 


25.849 


11.338 


84.270 


1.00 


28.20 


35 


97 


CD1 


ILE 


A 


694 


28.060 


11.373 


82.014 


1.00 


22.62 


98 


N 


GLU 


A 


695 


24.257 


8.242 


80.899 


1.00 


26.89 




99 


CA 


GLU 


A 


695 


23.969 


7.876 


79.517 


1.00 


21.93 




100 


C 


GLU 


A 


695 


22.511 


8.296 


79.289 


1.00 


28.96 


40 


101 


O 


GLU 


A 


695 


21.632 


7.992 


80.087 


1.00 


29.21 




102 


CB 


GLU 


A 


695 


24.150 


6.362 


79.338 


1.00 


34.17 




103 


CG 


GLU 


A 


695 


24.063 


5.848 


77.911 


1.06 


34.86 


45 


104 


CD 


GLU 


A 


695 


25.240 


6.232 


77.021 


1.00 


45.46 


105 


OE1 


GLU 


A 


695 ! 


26.126 


7.019 


77.436 


1.00 


31.19 




106 


OE2 


GLU 


A 


695 


25.275 


5.730 


75.873 


1.00 


49.30 




107 


N 


PRO 


A 


696 


22.242 


9.037 


78.215 


1 .00 


32.33 


50 


108 


CA 


PRO 


A 


696 


20.865 


9.469 


77.961 


1.00 


34.70 




109 


C 


PRO 


A 


696 


1 9.862 


8.330 


77.764 


1.00 


30.39 




110 


O 


PRO 


A 


696 


20.232 


7.235 


77.371 


1.00 


27.63 


55 


111 


CB 


PRO 


A 


696 


21.020 


10.333 


76.710 


1.00 


38.27 


112 


CG 


PRO 


A 


696 


22.198 


9.652 


75.997 


1.00 


40.07 




113 


CD 


PRO 


A 


696 


23.141 


9.561 


77.173 


1.00 


34.72 



543 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLE 


:x WITH PG 






ATOM 


ATOM TYPE 


RESIDUE 


u 

# 


X 


v 
Y 


7 


OCC 


B 


ATOM 


114 


N 


ASP 


A 

A 


697 


1 O.DOO 


ft ft1 °, 
O.O I O 


78.037 


1.00 


38.27 


115 


CA 


ASP 


A 

A 


697 


l / .Ol D 


7 ft°.C> 


77.863 


1.00 


35.46 


116 


C 


ASP 


A 

A 


697 


1 /.34 1 


7 cho 
/ .0 I o 


76.340 


1.00 


35.96 


117 


O 


ASP 


A 

A 


697 


17.DUU 


ft Afift 
0.4DO 


75.620 


1.00 


30.43 


118 


CB 


ASP 


A 

A 


697 


4 C OOD 


ft 1A7 
0. 14/ 


78.523 


1.00 


44.25 


119 


CG 


ASP 


A 

A 


697 


15.17b 


/.uoy 


78.683 


1.00 


53.62 


120 


OD1 


ASP 


A 

A 


697 


H C >10A 

l5.4i£U 


o.yu i 


78.302 


1.00 


57.04 


121 


OD2 


ASP 


A 

A 


697 


i4.Uoo 


7 QQft 


79.203 


1.00 


61.97 


122 


N 


% / A 1 

VAL 


A 

A 


698 


lb.90y 


ft OCQ 


75.841 


1.00 


32.80 


123 


CA 


1 § A 1 

VAL 


A 


698 


lb. /ob 


ft i Qft 


74.393 


1.00 


34.66 


124 


C 


\ i A 1 

VAL 


A 

A 


698 


io. y4 1 


7 OHO 
/ .ol d. 


73.736 


1.00 


28.44 


125 


0 


VAL 


A 

A 


698 


14.937 


~7 T7d. 
f./fD 


74.266 


1.00 


30.11 


126 


CB 


VAL 


A 


698 


H C H CO 

16.153 


il QHQ 

4.o I o 


74.026 


1.00 


41.68 


127 


CG1 


VAL 


A 

A 


698 


I4.b4y 


4 ftin 


74.237 


1.00 


38.06 


128 


CG2 


VAL 


A 


698 


16.517 


4.4D1 


72.586 


1.00 


45.80 


129 


N 


ILE 


A 

A 


s\ /-* r\ 
699 


4 /-> Af\4 

16.401 


f .fox 


72.575 


1.00 


30.17 


130 


CA 


ILE 


A 

A 


699 


15.749 


Q Q47 


71 .837 


1.00 


26.23 


131 


C 


ILE 


A 

A 


699 


H A n-t o 

14.91<£ 


Q OKH 
O./lDU 


70.696 


1.00 


28.40 


132 


O 


■ ■ ■ 1 

ILE 


A 

A 


699 


15.381 


7 QQO 


69.954 


1.00 


22.17 


133 


CB 


ILE 


A 

A 


699 


16.809 


O 77/1 

y. / / 4 


71 .240 


1.00 


28.58 


134 


CG1 


ILE 


A 

A 


699 


17.715 


•4 f\ OQC 

1 0.33b 


72.348 


1.00 


29.46 


135 


CG2 


ILE 


A 

A 


699 


4 £> 4 OC 

16.135 


h n qq7 


70.496 


1.00 


24.35 


136 


CD1 


ILE 


A 

A 


699 


16.979 


n.no 


73.395 


1.00 


37.93 


137 


N 


TYR 


A 

A 


700 


13.678 


q 7orv 
o./oU 


70.566 


1.00 


23.87 


138 


CA 


TYR 


A 

A 


700 


12. /oo 


q one: 


69.488 


1.00 


27.94 


139 


C 


TYR 


A 

A 


700 


1 2.944 


y.^:4o 


68.304 


1.00 


28.04 


140 


O 


TYR 


A 

A 


700 


4 O OO O 


4f\ A Q7 


68.474 


1.00 


24.24 


141 


CB 


TYR 


A 

A 


700 


4 4 O A O 

11 .342 


Q Ol ft 

o.ol b 


69.963 


1.00 


27.40 


142 


CG 


TYR 


A 

A 


700 


1 1 .049 


7 1 nn 


70.923 


1.00 


34.60 


143 


CD1 


TYR 


A 

A 


700 


n .ouu 


7 QQ1 


72.284 


1.00 


37.81 


AAA 




TYR 
i ill 


A 


700 


10.584 


5.960 


70.462 


1.00 


38.29 


145 


CE1 


TYR 


A 


700 


11.096 


6.276 


73.165 


1.00 


47.26 


146 


CE2 


TYR 


A 


700 


10.374 


4.893 


71 .337 


1.00 


39.38 


147 


CZ 


TYR 


A 


700 


10.634 


5.062 


72.687 


1.00 


41 .71 


148 


OH 


TYR 


A 


700 


10.434 


4.024 


73.569 


1.00 


52.51 


149 


N 


ALA 


A 


701 


1 2.755 


8.724 


67.096 


1.00 


23.60 


150 


CA 


ALA 


A 


701 


12.882 


9.578 


65.929 


1.00 


26.37 



544 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



mi \Ji\n * 


ATAM TYPP 
Ml Wlvl 1 T r C 


RPQim ip 


u 


A 


v 
T 


7 


OPP 


o 

D 


Ml kJIVI 


1R1 

I O I 




Al A 
ALM 


A 

A 


7fi1 
/Ul 


1 1 R7R 
I I .o/o 


1 u.o^o 


ftft ftAQ 

oo.o*fy 


1 no 
I .uu 


9Q A7 


1 R9 
I Oc. 




Al A 
ALM 


A 
M 


701 
/U I 


11 R7Q 
i i .0/ y 


11 Q^A 


RA Q70 

o^.y /u 


1 no 
I .uu 


9ft 1 A 
tO. I ** 


1 ftft 
1 OO 


pr 


Al A 
MLM 


A 

M 


7H1 
/Ul 


1 Q 979 


ft 7R0 


RA 7HO 

o*t. /uy 


1 nn 
I .uu 


97 7Q 

c.f . /y 


1 ftA 
1 Oh 


Ki 

IN 


PI V 


A 

M 


7H0 


1 0 A7A 
I U.^/H 


Q ft11 

y.o 1 1 


RR 1 fl7 
DO. 1 Of 


1 nn 

1 .uu 


9Q QQ 

j^y.yy 


1 RR 
I OO 


pa 


PI V 
OLT 


A 
M 


7(Y> 
IKjc. 


0 17Q 

y. i / y 


m aiq 
i u.*f i y 


Rft Q9ft 

oo.y^o 


1 nn 
I .uu 


ft9 91 


1 cc 
1 00 


U 


UiLY 


A 
A 


7f\0 

f\)d 


ft fti ft 
o.oi o 


1 n 1 on 

1 U. 1 cSj 


ft/1 v17Q 
04.4/O 


1 nn 
1 .UU 


ftQ 1 ft 

oy. i o 


10/ 




PI V 


A 

A 


7C\0 
f\Jd 


ft 1AR 
O. l*fO 


i u.yu^ 


Rft ftHft 
Do.OUo 


1 nn 
1 .uu 


/in 7ft 


1 Rft 
1 Do 


IN 


nio 


A 

A 


/uo 


O 97fl 


ft Q7n 
o.y /u 


ftQ QftQ 

Do.yoo 


1 nn 

1 .uu 


ftti ftft 

OO.OO 


1 RQ 

i oy 




UIQ 

nio 


A 

A 


70Q 
/Uo 


Q nA9 


ft rrp 

O.OOO 


R9 Rf!9 
D^.DU^ 


1 nn 

1 .uu 


AR A1 
HO.** I 


1 ftO 
1 OU 


p 


UIQ 

nio 


A 
A 


/Uo 


7 ftQft 
/.DoO 


7 Qftn 
/.you 


R9 ftA7 


1 nn 
I .uu 


A7 Rft 
*t/ .OO 


1 R1 


p 


UIQ 

nio 


A 
A 


7nQ 
/UO 


7 HQ1 

/.uy i 




Rft 1 77 
Do. I / / 


1 nn 
I .uu 


AQ QR 

**y.yo 


1 R9 




UIQ 

nio 


A 
A 


7nQ 
/ UO 


1 n 1 oq 

1 U. 1 c.z) 


/ .ooy 


R9 1 QA 
Oc.. r y*f 


1 nn 
I .uu 


A9 7ft 
HC.. f O 


1 RQ 
1 Do 


pp 


UIQ 

nio 


A 
A 


7nQ 
/UO 


Q Q7ft 

y.y to 


/.UO*!' 


RO ftHQ 
DU.OUO 


1 nn 
I .uu 


Aft ftft 
*fO.OO 


1 RA 




UIQ 

nio 


A 

A 


7nQ 
/UO 


q nft9 
y.uo^ 


ft HQQ 

o.uoy 


RO A7A 
OU.T- / 1 


1 on 
I .uu 


R9 11 


1 RR 
1 DO 




UIQ 

nio 


A 
A 


7HQ 
/Uo 


1 fi ftftQ 

i u.ooy 


7 Qftft 
/.OOO 


CQ ftylQ 

oy.ony 


1 nn 
I .uu 


AR 1 ft 
*fD. I O 


1 Rft 
I DO 




UIQ 

nio 


A 
A 


7HQ 
/UO 


y. i oi 


^ ftnn 
o.ouu 


ftQ 177 

oy. i / / 


1 nn 
I .uu 


ftO 1 ft 
OU. I O 


1 R7 


INE^ 


UIQ 

nio 


A 
A 


/Uo 


1 n nR7 
I u.uo/ 


ft ftHft 

o.ouo 


ftft ft ftft 
OO.DOO 


1 nn 
I .uu 


ftO ftO 

ou.ou 


1 Do 


M 
IN 


AQP 

MOr 


A 

A 


7AA 
f\JH 


7 H7Q 
/.Ufa 


ft inft 

O.oUD 


ft1 1 ft1 

Dl . 1 0 1 


1 nn 
l .uu 


fti on 
o i .yu 


1 RQ 

i oy 


PA 
OA 


AQP 
MO" 


A 

A 


f\JH 


R 7A9 
0. / 


7 ftftQ 

/.ooy 


ftH 777 
DU./ / / 


1 nn 
\ .uu 


R9 R1 
O^.D 1 


l /U 


p 


AQP 

MO" 


A 
A 


f\JH 


* Rnft 
o.ouo 


ft QftQ 
O.OOO 


Rn ftRft 

DU.ODO 


1 nn 
I .uu 


RA ft9 


1/1 


p 


AQP 

MOr 


A 

A 


/U*f 


A 7AR 
H. f HO 


o.yu^: 


R1 71 ft 
0 l . / I 0 


1 nn 
I .uu 


ft7 ft9 
Of .Od. 


1 70 
I / ^ 


PR 


AQP 

MOr 


A 
A 


7HA 
f\JH 


R ARft 
0.40O 


ft Q^ft 

O.OOO 


ftQ ftftQ 

oy .ooy 


1 nn 
I .uu 


CO OA 
Od.OH 


1 7Q 
I/O 


M 
IN 


ACM 

MOIN 


A 

A 


/UO 


ft 1 A7 

O. 1 *r / 


r fti ft 

O.D l o 


ftQ Qftft 

oy .yoo 


1 nn 
I .uu 


ftft 7n 

OO. f u 


1 7 A 
1 / H 


PA 


AQM 
MOIN 


A 

A 


7nR 
/UO 


ft OQ1 
D.UO 1 


A 1 R1 
1 0 1 


ftQ RftQ 

oy.ooy 


1 nn 
I .uu 


RR Rn 

OO.DU 


1 

I / O 


p 


AQM 
MOIN 


A 
A 


7HR 
/UO 


A 7QQ 

/yy 


*? 7AO 
0. / 


rq nfti 
oy.uo i 


1 no 
I .uu 


Rn 1 a 

OU. I *f 


1 7R 
I /D 




AQM 
MOIN 


A 
A 


7nR 
/UO 


a onR 
4.yuo 




ftft 1 HQ 

oo. i uy 


1 nn 
I .uu 


fti 1 ft 

O I . I o 


1 77 
I / / 


PR 


AQM 
MOIN 


A 
A 


7nR 
/ UO 


R Q7Q 

o.y/y 


O.OO I 


R1 9Qft 

d i .^yo 


1 nn 
I .uu 


R7 n9 

Of .\Jd 


1 7ft 
I /O 


M 
IN 


TUP 
l nn 


A 
A 


7nft 
/UD 


1 RQQ 
O.OoO 




ftQ A7Q 

oy.f #y 


1 nn 

I -UU 


ftQ Rft 

oy.oo 


1 7Q 

I / y 


PA 
U>M 


i nn 


A 
M 


7HR 
/ UO 


O QftA 


Q Q11 

o.y 1 1 


ftft 7QA 

oo. / y*f 


1 oo 
I .uu 


RO ftO 

ou.ou 


1 ftn 

I OU 


P 
w 


TUP 

i nn 


A 
M 


7H£ 
/ UO 




A 91 Q 
H.c. I O 


ft7 9ftQ 

of .^oy 


1 00 
1 .uu 


R1 7ft 


181 


o 


THR 


A 


706 


1 670 


3 614 


56 513 


1 00 


61 98 


182 


CB 


THR 


A 


706 


1.226 


4.662 


59.451 


1.00 


57.03 


183 


N 


LYS 


A 


707 


3.286 


5.135 


56.874 


1.00 


62.40 


184 


CA 


LYS 


A 


707 


3.386 


5.488 


55.459 


1.00 


64.42 


185 


C 


LYS 


A 


707 


4.616 


4.854 


54.812 


1.00 


66.61 


186 


0 


LYS 


A 


707 


5.571 


4.477 


55.502 


1.00 


64.83 


187 


CB 


LYS 


A 


707 


3.439 


7.004 


55.302 


1.00 


60.35 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 



ATOM 
188 
189 



191 



THREE-DIMENSIONAL COORDI NATES OF PR IN C O MPLEX WITH PQ 

occ 



ATOM TYPE RESIDUE # 



194 



196 



198 



200 
201 



202 
203 



204 



205 

206 

207 

208 

209 

210 

211 

212 

213 



214 



215 



216 



217 
218 



219 
220 
221 



222 
223 



224 



N 

CA 



CB 
CG 



CD 
N 



CA 



CB 



CG 
OD1 



OD2 
N 



CA 



CB 
OG1 
CG2 
N 
CA 



CB 



OG 



N 



CA 



CB 
OG 



N 

CA 



PRO 
PRO 
PRO 
PRO 
PRO 
PRO 



PRO 
ASP 



ASP 
ASP 



ASP 
ASP 
ASP 
ASP 



ASP 
THR 



THR 

THR 

THR 

THR 

THR 

THR 

SER 

SER 

SER 

SER 



SER 



SER 



SER 



SER 
SER 



SER 
SER 
SER 



SER 
SER 



SER 



708 
708 
708 



4.595 
5.704 
6.924 



4.705 
4.119 
5.047 



708 6.891 6.153 



53.475 
52.713 
52.748 
52.205 



708 



5.111 3.987 51.304 



A 708 3 - 600 3 ' 904 l 51 570 



708 3.493 



5.039 



52.559 



A I 709 | 7.997 | 4.585 | 53.380 

53.51 0 
52.197 



709 



9.220 



5.371 



A 709 9.961 5.612 



A 709 10.416 4.666 | 51.556 



A 709 10.188 4.684 | 54.482 



B 



1.00 
1.00 
1.00 
1.00 



ATOM 



1.00 



1.00 



1.00 



1.00 
1.00 



67.95 
69.09 
68.98 
70.54 



71.22 



69.09 



68.58 



68.95 
68.41 



1.00 67.29 



1.00 72.12 



709 



9.584 I 4.452 55.861 



A i 709 8.401 4.798 



56.074 



1.00 
1.00 



74.27 
77.63 



709 10.302 3.918 56.733 1.00 75.63 

710 10.087 6.876 [ 51.799 | 1-00 ^ jg 



710 10.827 I 7.201 
710 12.256 7.499 



710 12.519 



7.683 



710 10.247 8.438 



710 
710 
711 
711 
711 
711 



10.381 



9.603 



50.585 
51 .026 
52.214 
49.852 
50.674 



1.00 | 54.04 
1.00 53.38 



1.00 56.37 



1.00 58.14 



8.782 



8.221 



13.182 7.535 



49.537 
50.079 



1.00 | 59.13 
1.00 47.04 



711 



711 



14.566 
1 4.702 



15.368 



7.807 



50.412 LOO 48.03 



9.163 



51.102 



1.00 44.05 



9.278 



52.129 



1.00 41.23 



15.415 



15.267 



712 



712 
7l2 



712 
712 
712 



713 
713 
713 



14.058 



14.132 
13.389 



13.810 
13.579 
12.198 



12.285 
11.548 
12.388 



7.760 



49.146 



1.00 50.15 



6.499 



48.508 



1.00 63.32 



10.184 



50.550 



1.00 37.98 



11.518 
1 1 .627 



51.136 
52.472 



1.00 39.84 



12.375 
12.561 
12.349 



53.357 
50.159 
49.920 



1.00 35.48 
1.00 40.58 
1.00 48.57 



1 0.900 
10.979 
10.291 



52.630 
53.890 



1.00 i 34.65 



54.960 I 1.00 31.60 



546 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




■ P"A %, a 

ATOM 


ATOM TYPE 


P 1 ^ PA ■ r"Av ■ 

RESIDUE 


# 


X 


Y 


z 


OCC 


p^ 

B 


ATOM 


5 


225 


p~A 

O 


pa r"i 

SER 


A 

A 


713 


12.459 


1 0.737 


P" P\ A PNP% 

56.102 


A P\ A% 

1.00 


An pa a 

28.24 




papa 

226 


CB 


pa p™ 

SER 


A 


— ^ u px 

713 


10.163 


10.308 


P* P\ ^9 PV P\ 

53.782 


A P\ PA 

1.00 


PA r™ p* p\ 

35.58 




227 


OG 


yx p> 

I SER 


A 


713 


10.266 


8.900 


P* P\ ^9 A A A 

53.711 1 


A PA PA 

1.00 


A PA PA P* 

43.95 


10 


228 


N 


LEU 


A 


714 


1 3.040 


9.207 


54.574 


1.00 


PA^V PA PA 

27.90 




y-\ y-% 

229 


CA 


LEU 


A 


714 


1 3.897 


8.469 


55.490 


A PA P\ 

1.00 


PAPA PA PA 

29.29 




230 


A"A\ 

C 


■ p - i ■ 

LEU 


A 


714 


15.031 


9.364 


56.008 


A Pv ^A 

1.00 


PA PS P* *** 

28.57 


15 


231 


o 


LEU 


A 


A A 

714 


1 5.253 


9.451 


57.215 


A A ji-v 

1.00 


px p* p% /\ 

25.88 


232 


CB 


LEU 


A 


714 


14.488 


7.255 


54.781 


A p\ A 

1.00 


PA^» PA f" 

27.95 




233 


P»A P*A 

CG 


LEU 


! A 


714 


a r* p- a) f - 

15.515 


6.429 


55.552 


A PV PA 

1.00 


PAPA ^VPA 

32.79 




234 


CD1 


t r — i i 

LEU 


A 


714 


A P* A A 

15.004 


6.197 


P* P^ P* J 

56.951 


1.00 


pa J PA 

31.65 


20 


235 


y—V yx 

CD2 


LEU 


A 


714 


A P* /~\ 

15.783 


f> A A /™\ 

5.110 


P" ^ p\ PXPl 

54.823 


A PAPA 

1.00 


PAPA pa pa 

36.96 




236 


N 


LEU 


! A 


715 


1 5.735 


10.025 


55.094 


A PA PA 

1.00 


PA P" P 1 P\ 

25.56 




PA P^ 

237 


CA 


LEU 


I A 


715 


1 6.832 


A P^ P\ A P™ 

10.915 


P* P* A A PN 

55.482 


A PA PA 

1 .00 


PA A PA 4 

24.24 


25 


PA PA A 

238 


C 


■ r — ■ ■ 

LEU 


A 


715 


16.340 


A P\ A PN 

12.042 


P" pn p% ^ r- 

56.345 


A PA PA 

1.00 


PAiPA A PA 

22.49 


rf-v >-x /-v 

239 


a*a 

0 


LEU 


A 

A 


— r ^ # — 

715 


1 6.992 


A P\ /"* P% 

12.398 


P" ^* P% A 

57.317 


A PA PA 

1.00 


PA A PX P> 

21.35 




240 


CB 


LEU 


Ml 

A 


715 


17.541 


A A A f\ PV 

11.463 


P* A P» PH 

54.256 


A PV P\ 

1.00 


PA A PA P> 

24.95 




241 


CG 


LEU 


A 


715 


18.210 


10.360 


P" P^ A PX A 

53.431 


A P\ PA 

1.00 


27.77 


30 


242 


CD1 


LEU 


A 

A 


715 


18.781 


A P\ P\ A P^ 

10.946 


P~ PA A A P*\ 

52.146 


A PA PA 

1.00 


PA - » PA PS 

27.06 




243 


^a pa 

CD2 


LEU 


A 

A 


715 


19.300 


9.695 


P> A PX P" PA 

54.259 


A PA PA 

1.00 


PA PA PA ^9 

32.37 




244 


N 


THR 


A 

A 


716 


15.179 


12.598 


P* XX P\ P\ A 

56.004 


A P\ PA 

1.00 


PA A PA A 

21 .24 


35 


245 


CA 


THR 


A 

A 


716 


A A P* f\ f\ 

14.586 


A P\ P\ A A 

13.664 


56.795 


A P\ A 

1.00 


PA A P* A 

24.54 


px > yx 

246 


y— » 

C 


THR 


A 

A 


716 


14.306 


A P\ A P» P% 

13.159 


P* P\ P\ PA^V 

58.207 


A P\ PA 

1.00 


PA a r i 

24.54 




247 


y*xi 

o 


THR 


A 

A 


716 


A A P* P" P\ 

1 4.552 


A PX #\ A J 

13.864 


P* P> A P\ A 

59.181 


A PA PA 

1 .00 


PA A PA^V 

21.07 




px j p\ 

248 


yx |— % 

CB 


THR 


A 

A 


716 


13.265 


14.171 


P" P"» J PN A 

56.164 


A PA PA 

1 .00 


PA A PAPA 

24.90 




yx j y»x 

249 


y-v y-v J 

OG1 


THR 


A 

A 


716 


A **\ r — a 

13.561 


14.873 


r* ai pa a Pi 

54.948 


A PA PA 

1 .00 


PA PA P" P% 

26.56 




yx r— z-x 

250 


P"\ P"A PA 

CG2 


THR 


A 

A 


716 


12.520 


A P> P> P> P\ 

15.088 


a p%p- 

57.125 


A PX P\ 

1.00 


PAPA Pi P" 

23.35 




pa ^™ j 

251 


N 


SER 


A 

A 


717 


13.776 


A A p\ A /— 

11.945 


58.322 


A PA PA 

1 .00 


J PA J A 

19.11 


45 


pa p~ p\ 

252 


y-\ > 

CA 


/*a r~ 

SER 


A 

A 


717 


A P* /\ P% 

1 3.508 


A A P\ pV A 

11.381 


59.635 


A PAPA 

1 .00 


pX A p J 

21 .51 


y«\ J— A 

253 


p*Xi 

C 


SER 


A 

A 


717 


14.815 


11.112 


PAPA PA P>PA 

60.389 


A PAPA 

1 .00 


4 PA Pi A 

19.84 




254 


y-x 

0 


pa |— 

SER 


A 

A 


717 


-4 a1 AAA 

14.860 


1 1 .270 


P> A PA A PA 

61 .619 


A PA PA 

1.00 


PA 4 Pi PA 

21.66 




255 


CB 


CCD 

bbH 


A 


7 \7 


1 d. /Ub 


10.07/ 




l .00 




50 

*pv 


256 


OG 


SER 


A 


717 


11.397 


10.321 


59.029 


1.00 


36.60 




257 


N 


LEU 


A 


718 


1 5.866 


10.687 


59.683 


1.00 


18.47 




258 


CA 


LEU 


A 


718 


17.133 


10.441 


60.368 


1.00 


20.90 


55 


259 


C 


LEU 


A 


718 


17.738 


11.766 


60.828 


1.00 


20.84 


260 


0 


LEU 


A 


718 


18.425 


11.825 


61 .861 


1.00 


20.00 




261 


CB 


LEU 


A 


718 


18.113 


9.706 


59.464 


1.00 


17.55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPP 


RPQini ic 
ncoiuut 


u 
ff 


A 


Y 
T 


7 




R 
D 


ATOM 
Al UM 


9QQ 
toy 




r^i 1 1 


A 
A 


7QQ 

/ dO 


1 7 0A{\ 


1Q QQQ 


ftft m p 
oo.u 1 0 


1 nn 
1 .uu 


07 QQ 

di .yo 


Qnn 
ouu 


OU 


pi \ 1 
oLU 


A 

A 


70Q 

f dO 


I O.UOJ 


on 110 


ftft A 17 


1 nn 
1 .uu 


Q7 ft1 
0/ .0 I 


Qm 

OU I 


\JC \ 


pi 1 i 


A 
A 


TOO 
f dO 


1 ft Q7R 

i o.y f 0 


1 Q 7nn 


ftA ft OA 
04.0^:4 


1 nn 

1 .uu 


OQ QO 


Qno 

0\Jd 




pi 1 1 

uLU 


A 
A 


700 
f do 


1 7 &A7 


01 *511 


ftft 70ft 
DO. / dO 


1 nn 
1 .uu 


QO ft1 


QnQ 
OUO 


NJ 
IN 


ADO 

Mno 


A 

A 


70A 
f dA 


1 7 *nQ7 


i o.*fyo 


ft7 ft/in 


1 nn 

1 .UU 


1 7 7ft 
1 / ./ 0 


QnA 

OU4 


f^A 


ADC 

Ano 


A 

A 


70A 

1 dA 


1 / .doo 


1 ft 1 1 0 

1 0. 1 1 d 


by.UU/ 


1 nn 
1 .UU 


1 Q Qft 

1 y.oo 


Qnft 
oUO 


O 


A DP 


A 
A 


70A 

1 dA 


1 ft A A 

1 o.w 


1 >i >iQn 


ftO 70K 

by. / oo 


1 nn 
1 .UU 


1 O Q1 
1 O.O I 


OUD 


O 




A 

A 


70A 
1 dA 


1 O.DDO 


1 H.OOO 


7A Oft ft 

/ u.yoo 


1 nn 
1 .UU 


on ftft 


OU/ 


pr 




A 

A 


70A 


I D.UOD 


1 4. 1 oo 


fto. ni ft 
oy.u 1 0 


1 nn 

1 .UU 


1 ft ftQ 

lo.oo 


Qnft 

OUO 


pp 




A 
A 


TO A 
( dA 




1 A 7QQ 
1 t t. 1 OJ 


ftp aoi 

OO Ad \ 


1 nn 
1 .uu 


OA 1 ft 
dH. I D 


Qno 
ouy 


UU 


Apr; 
Ano 


A 
A 


Id** 


1 O 71 Q 


1 Q 7HO 


ftft OfiO 


1 nn 

1 .uu 


Oft ftft 
^O.OO 


qi n 
Ol u 


MP 
INC 


ADf: 


A 

A 


70A 
1 dH 


1 0 R*ai 


1A Oftn 


ft7 7QO 
D/ . / OU 


1 nn 
1 .uu 


07 71 
df .f 1 


qi 1 

O I I 




A Rfi 
nnO 


A 
A 


70A 
I dA 


1 1 .oou 


1 Q 70ft 


ft7 7QQ 

of ./ oy 


1 nn 
I .uu 


QO 1 Q 

0^. i y 


Q1 0 


Mm 


ADP 
nn\j 


A 
A 


70A 
f d*+ 


11 1 Q1 

11.101 


1 0 ftftft 


ftft *3ftO 
DO.OOiC 


1 nn 
1 .uu 


Oft 1 Q 

co, i y 


Q1 Q 
O I O 


iNn^ 


ADC 


A 
A 


70A 
1 dH 


1 U.Ol 0 


1 4 Qftn 

1 4.0DU 


ft7 1 ftO 


1 nn 
1 .uu 


Qft ftQ 

oo.oy 


Q1 A 
Ol 4 


M 
IN 




A 
A 


70ft 
f dO 


1 Q OQft 


1 0 77 n 

I O. / / u 


ftO nnQ 

oy.uuy 


1 nn 
1 .uu 


1Q 77 

iy./ / 


Q1 ft 


OA 


p| Kl 
OLIN 


A 
A 


70ft 

1 do 


OH A7/4 
dSJAf H 


1Q 1 DO 

I 0. 1 00 


ftQ ftQA 


1 nn 
1 .uu 


1Q Qn 
ly.ou 


Q1 ft 
Ol D 


p 
O 


OLIN 


A 

A 


70ft 

I do 


01 RjI R 

^1 .o**o 


1 /l OQQ 


ftQ QHft 

oy.yuD 


1 nn 

1 .UU 


01 AQ 


Q17 
Ol / 


pi 


PI KJ 
La LIN 


A 

A 


70c 
/ dO 


OO Of\Q 


1 H. 11 O 


7H Dec 

/u.ooo 


1 nn 

1 .UU 


01 AQ 
d \ AO 


Q1 ft 
0 1 O 




PI Kl 
oLIN 


A 

A 


70c 
/ dO 


01 fiKR 


1 0 nfto 


ftft 771 
DO./ /I 


1 nn 
1 .UU 


1 Q A7 


Q1 Q 


pp. 


PI Kl 
OLIN 


A 

A 


70c 
1 dO 


on 1 ok 

du. 1 OO 


1 A, ftilO 


ftft 77A 
DO. / 


1 nn 
1 .uu 


OO A1 


Qon 
o^u 




p| Kl 

oLIN 


A 

A 


70ft 

( dO 


On 7 A ft 


Q CQQ 

y.Doo 


ftft noo 


1 nn 
1 .uu 


on ftQ 
0U.00 


Q91 


on 

Ut I 


pi Kl 
OLIN 


A 

A 


70ft 
I dO 


£U. 1 


0.0/ 0 


ft 7 Q7H 

0/ .y / u 


1 nn 
1 .uu 


QO QQ 


QQO 




pi Kl 
OLIN 


A 
A 


70ft 
/ dO 


01 Qft7 


Q 77H 

y. / / u 


R7 ftA7 
D/ .04/ 


1 nn 
1 .uu 


07 no 

df .KJa 


qoq 
odo 


M 
IN 


1 PI 1 
LtU 


A 
A 


70ft 

t do 


01 RQO 


1 ft OftA 


ftQ Oftft 

oy.uoo 


1 nn 
I .uu 


01 ftO 
^1 .0^ 


Q9A 

o*i4 


pa 

OA 


1 PI 1 


A 

A 


70ft 
1 dO 


OO ft7Q 
dd.Of 0 


1 ft 0.47 


ftQ Oftft 

oy.uoo 


1 nn 
I .uu 


OO 7Q 
dd.f\i 


Q9ft 


p 


1 PI 1 


A 
A 


70C 

/ do 


OO OdA 
dd.dOH 


1 7 H07 
I f.Udf 


7f| ft OA 


1 nn 
I .uu 


01 An 
^ I .4U 


QQft 
O£0 




1 PI 1 
LCU 


A 
A 


700 

/ do 


OO OCY7 


1 7 OQQ 


71 AHft 
/ 1 .4UD 


1 nn 
I .uu 


OQ A1 
^0.4 I 


Q07 


c& 

OD 


1 PI 1 
LCU 


A 
A 


70ft 
/ dX> 


OO ftOft 
££.Od.O 


1 7 Qft7 


ftft 1 1ft 
DO. I OO 


1 nn 
I .uu 


1Q ftQ 

i y.oo 


QOft 
O^O 


pp 
OO 


1 PI 1 


A 
A 


70ft 

/ do 


OO t\00 


I O.OO I 


ftft 1 Qft 
DO. I OO 


1 nn 
I .uu 


oa on 
t4.yu 


Q?Q 




LEU 


A 


799 


OA QAR 


1ft oos 


UD.OUU 


1 00 


99 ftft 


330 


CD2 


LEU 


A 


726 


23.421 


1 9.325 


66.812 


1.00 


20.28 


331 


N 


LEU 


A 


727 


21.007 


17.301 


70.890 


1.00 


18.00 


332 


CA 


LEU 


A 


727 


20.623 


17.906 


72.156 


1.00 


19.91 


333 


C 


LEU 


A 


727 


21.078 


16.978 


73.281 


1.00 


24.23 


334 


O 


LEU 


A 


727 


21.678 


17.402 


74.274 


1.00 


19.07 


335 


CB 


LEU 


A 


727 


19.105 


18.065 


72.247 


1.00 


21.64 
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20 
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30 



35 



40 



45 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE | 


RESIDUE | 


# 1 


X 


Y 






R 


ATOM I 


336 


CG I 


LEU 1 


A 


727 


A A*\ ^ f*\ J \ 

18.591 I 


18.563 


i o.oy4 


1 nn 


91 4n 


337 


CD1 ~T 


LEU 1 


A [ 


727 


19.256 \ 


19.906 


TO Q1 O I 
(O.VIC. | 


1 nn ! 




338 


CD2 | 


lIu J 


A 1 


727 


17.082 


a ct ce\f\ 

18.699 


/O.o40 


1 nn 

I .uu 


Pft 00 ' 


339 | 


N T 


SER 1 


A 1 


728 


m\. A mmm XS AW\ 

20.783 


15.695 


to i n*; i 


1 nn 

I .UU I 




340 I 


CA [ 


SER 1 


A | 


728 


21.131 | 


4 A Cf\f\ 

14.690 


T>1 f»QT 

/4.uy/ 


1 nn 

I .UU I 




341 [ 


C | 


sIr 1 


A 1 


728 


22.637 


14.682 


74.000 J 


1 nn 
1 .uu 


on m 

tU. 1 u i 


342 1 


0 1 


sli=i T 


1 


728 


XN A—\ /~V /"* /"> 

23.066 


A A C A ^ 

14. o i i 




1 nn I 

-UU 


22 32 


343 I 


CB 1 


sIr I 


A 1 


728 


X^ X"k J-\. A It 9 * ' 

20.645 


13.310 


■70 eon 
7o.OoU ! 


1 no 

1 .UU j 


oa nfl [ 


344 J 


OG | 


SER 1 


A 1 


728 


20.719 


12.380 


-7 >i Ann 
74. boy j 


l .UU 


^n 4.^ i 


345 


N 1 


VAL j 


A 


729 


23.433 J 


A A ^ A A 

14.741 




1 nn 

1 .uu 


1ft 79 

IO.i t 1 


346 1 


CA 1 


VAL j 


A 


729 


24.891 


A A ^ft A 

14.781 


TO C 

7o.41b | 


i nn 
1 .uu 


°n 97 


347 


c 1 


VAL 


A 


729 


25.388 


j *— Ann 

15.988 


74. ^Oo 


•j nn 


1ft ^1 

I O.O 1 


348 


O 


VAL 


A 


729 


26.274 | 


15.860 


75.049 t 


1 nn 

1 .UU ! 


1Q 1ft \ 




CB 


VAL 


A 


729 


25.574 


1 4.796 


72.Uo4 | 


1 nn 
I .uu 5 


I / . I J \ 


350 J 


CG1 I 


VAL 1 


A 


729 


27.060 


15.147 


"TO 4 CA 

72.1 o4 


1 nn 
l .uu 


OC\ *31 


1 351 


CG2 J 


VAL 


A 


729 


25.453 


13.395 


71 .407 


1 .UU 


01 PO 


1 352 


N 


VAL 


A ! 


730 


24.830 


mi T m§ r"~ 

17.159 


TO OOT 

73.937 


"i nn 
i .UU 


1 7 AO. 


353 


CA 


VAL 


A 


730 


25.282 


1 8.333 


74.660 


i nn 
l .UU 




354 


i C 


VAL 


1 A 


730 


24.888 


1 8.225 


—try A oO 

76.132 


1 nn 
l .UU 


1 Q ftft 


355 


o 


VAL 


A 


j 730 


25.678 


1 8.584 


76.993 


i nn 
1 .UU 


91 47 


356 


ci 


VAL 


A 


730 


24.725 


19.630 


74.038 


■i nn 
1 .UU 


9n 99 


357 


CG1 


VAL 


A 


730 


25.210 


I XX S% 4 x^ 

| 20.849 


T >» OO vl 

74.834 


i nn 
l .UU 


Q1 94 
j <i I .cJ* 


358 


CG2 


VAL 


A 


1 730 


25.178 


1 9.734 


to cnc 
72. 595 


1 nn 

I l .uu 




359 


N 


LYS 


A 


731 


23.686 


1 7.727 


— t/-i a 07 

76.427 


^ nn 
1 .UU 


! 1 7 70 


360 


CA 


LYS 


A 


731 


23.275 


1 mi ~~W f™ #"■ f\ 

17.552 


TT OH 7 

77.817 


\ -i nn 
1 .UU 


! 99 ^ft 


361 


C 


1 LYS 


A 


I 731 


24.186 


| 16.546 


TO 7 

78.517 


1 1 nn 
1 .uu 


| oo oq 


362 


o 


LYS 


A 


I 731 


24.613 


a r> -7/ — y 

16.757 


TO ceo 

79. boy 


1 1 nn 
| 1 .uu 


on R4 


I 363 


] CB 


LYS 


A 


I 731 


; 21.808 


17.121 


TT O-l H 

77.911 


■i nn 
1 1 .uu 


f oo 07 


364 


I CG 


1 LYS 


A 


I 731 


20.850 


18.296 


TT C. AC 

77.b4b 


1 1 nn 
I .uu 


I 9^ Q9 


365 


CD 


LYS 


A 


I 731 


19.388 


18.009 


TO ftiC 

7o.01b 


1 nn 


I 07 nft 

Of .wo 


| 366 


I ^ 


] LYS 


A 


731 


18.717 


17.034 


77.063 


[ 1.00 


48.50 


367 


NZ 


LYS 


A 


731 


17.247 


16.901 


77.346 


1.00 


49.18 


368 


l ^ 


1 TRP 


A 


732 


24.486 


15.452 


77.828 


1.00 


18.73 


369 


1 CA 


1 TRP 


A 


732 


25.383 


14.437 


78.364 


1.00 


I 21.37 


370 


1 ° 


1 TRP 


A 


732 


26.743 


15.038 


78.703 


1.00 


22.20 


371 


1 O 


1 TRP 


A 


732 


27.293 


14.772 


79.770 


1.00 


23.93 


f 372 


1 CB 


1 TRP 


A 


732 


25.552 


13.321 


77.334 


1.00 


21.47 
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TABLE 1 0 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


373 


CG 


TRP 


A 


732 


26.674 


12.347 


77.582 


1.00 


17.78 




374 


CD1 


TRP 


A 


732 


26.728 


11.348 


78.528 


1.00 


20.71 




375 


CD2 


TRP 


A 


732 


27.861 


12.225 


76.806 


1.00 


17.23 


10 


376 


NE1 


TRP 


A 


732 


27.879 


10.613 


78.370 


1.00 


19.88 




377 


CE2 


TRP 


A 


732 


28.593 


11.130 


77.318 


1.00 


19.41 




378 


CE3 


TRP 


A 


732 


28.383 


12.938 


75.713 


1.00 


19.83 


15 


379 


CZ2 


TRP 


A 


732 


29.824 


1 0.726 


76.771 


1.00 


18.15 


380 


CZ3 


TRP 


A 


732 


29.612 


12.533 


75.165 


1.00 


20.23 




381 


CH2 


TRP 


A 


732 


30.314 


11.435 


75.701 


1.00 


22.27 




382 


N 


SER 


A 


733 


27.274 


1 5.872 


77.811 


1.00 


20.68 


20 


383 


CA 


SER 


A 


733 


28.594 


16.460 


78.025 


1.00 


22.57 




384 


C 


SER 


A 


733 


28.650 


17.371 


79.250 


1.00 


20.83 




385 


O 


SER 


A 


733 


29.701 


17.523 


79.843 


1.00 


22.59 


25 


386 


CB 


SER 


A 


733 


29.052 


17.247 


76.783 


1.00 


22.82 


387 


OG 


SER 


A 


733 


28.287 


18.431 


76.611 


1.00 


27.11 




388 


N 


LYS 


A 


734 


27.522 


17.976 


79.619 


1.00 


20.76 




389 


CA 


LYS 


A 


734 


27.495 


18.878 


80.769 


1.00 


25.82 


30 


390 


C 


LYS 


A 


734 


27.610 


18.084 


82.069 


1.00 


26.99 




391 


O 


LYS 


A 


734 


27.952 


1 8.643 


83.117 


1.00 


24.98 




392 


CB 


LYS 


A 


734 


26.211 


19.724 


80.761 


1.00 


27.35 


35 


393 


CG 


LYS 


A 


734 


26.007 


20.439 


79.443 


1.00 


34.69 


394 


CD 


LYS 


A 


734 


25.400 


21.833 


79.600 


1.00 


44.84 




395 


CE 


LYS 


A 


734 


24.047 


21.812 


80.278 


1.00 


49.64 




396 


NZ 


LYS 


A 


734 


23.525 


23.208 


80.476 


1.00 


49.55 


40 


397 


N 


SER 


A 


735 


27.325 


16.786 


82.003 


1.00 


23.17 




398 


CA 


SER 


A 


735 


27.451 


1 5.922 


83.180 


1.00 


23.40 




399 


C 


SER 


A 


735 


28.698 


15.045 


83.135 


1.00 


24.42 


45 


400 


O 


SER 


A 


735 


29.010 


14.345 


84.110 


1.00 


21.97 


401 


CB 


SER 


A 


735 


26.221 


15.016 


83.324 


1.00 


24.11 




402 


OG 


SER 


A 


735 


25.066 


15.769 


83.629 


1.00 


29.58 




403 


N 


LEU 


A 


736 


29.421 


15.085 


82.015 


1.00 


19.77 


50 


404 


CA 


LEU 


A 


736 


30.613 


14.246 


81 .835 


1.00 


21.02 




405 


C 


LEU 


A 


736 


31.774 


1 4.753 


82.669 


1.00 


21.28 




406 


O 


LEU 


A 


736 


32.247 


15.858 


82.451 


1.00 


22.53 


55 


407 


CB 


LEU 


A 


736 


31.017 


1 4.233 


80.354 


1.00 


23.10 


408 


CG 


LEU 


A 


736 


32.215 


13.395 


79.912 


1.00 


22.82 




409 


CD1 


LEU 


A 


736 


31.963 


11.915 


80.168 


1.00 


22.40 
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TABLE 10 (continued) 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


v/ 

X 


Y 


Z 


x-x SS 

occ 


B 


a\ x"X ft J 

ATOM 


5 


A A T 

447 


O 


ASN 


A 


— ■ A A 

741 


37.922 


23.694 


/X X\ J — • XX 

82.170 


J XX XX 

1.00 


XX "* A XX 

27.16 




A A ft 

448 


CB 


ASN 


* 

A 


— - a A 

741 


36.828 


21.571 


#X A i— > XX XX 

84.063 


A\ XX XX 

1.00 


XX XX XX A 

32.06 




449 


CG 


ASN 


A 


*—9 A A 

741 


35.926 


ft*> 4 ^ -4 

21.211 


ftX AAA 

85.230 


j XX XX 

1.00 


xx xx xx r— 

33.85 


10 


450 


OD1 


ASN 


A 


***9 A A 

741 


36.120 


20.201 


#>X ft" #X XX XX 

85.899 


1.00 


#x« XX a 

37.94 




a r~ A 

451 


Ik 1 F^V i**X 

ND2 


ASN 


A 


741 


34.928 


22.054 


yx a XX ^ 

85.481 


^ XX XX 

1.00 


XX /*X xx - « 

28.27 | 




M » XX 

452 


N 


LEU 


A 


742 


36.806 


22.402 


80.698 


1.00 


22.63 


15 


A f* A 

453 


CA 


LEU 


* 

A 


—W A XX 

742 


37.572 


22.859 


"•*-»^X ft" A 

79.547 


1.00 


^X XX ft" ^ 

22.51 


A #" A 

454 


x«% 

C 


LEU 


A 

A 


A XX 

742 


36.961 


A w \ A\ A+*% A 

24.201 


79.206 


A XX XV 

1.00 


19.73 




455 


O 


LEU 


A 

A 


742 


35.843 


a*\ A A A*\^m 

24.497 


^Vft'X ft" XX X\ 

79.590 


1.00 


XX XX ^ xx 

23.16 




456 


X"X M 

CB 


LEU 


A 


742 


37.388 


21.936 


w^m ^x XX ^X >X 

78.336 


1.00 


21.95 


20 


457 


CG 


LEU 


* 

A 


^» a xx 

742 


37.803 


20.486 


— • ^X mm mm 

78.573 


> XX XX 

1.00 


XX A ™9 XX 

20.73 




458 


CD1 


LEU 


A 

A 


■1 a xx 

742 


37.333 


19.611 


■ ■ a A XX 

77.383 


A A A 

1 .00 


XX XX x — » 

23.47 




a r- r\ 

459 


l~"X Ai 

CD2 


LEU 


A 


742 


39.318 


/-v A*\ A A ft" 

20.415 


78.768 


J A A 

1 .00 


XX XX A r— 

22.85 


25 


X A A 

460 


N 


HIS 


A 

A 


743 


37.712 


25.006 


a— « j XX XX 

78.483 


j *»x XX 

1.00 


XX A XX XX 

21.02 


A A 

461 


X*\ A 

CA 


HIS 


A 


A XX 

743 


37.248 


26.319 


■ *x XX ft" XX 

78.056 


^ **x yx 

1.00 


XX ft" XX XX 

25.86 




A /X A 

462 


x™\ 

C 


1 ii t**\ 

HIS 


a 

A 


743 


35.972 


26.079 


mm W^ m 9 XX ft" XX 

77.252 


_j xx ^x 

1.00 


XX XX J 

26.17 




J A XX 

463 


x^ 

O 


■ ii 

HIS 


A 


J Xx 

743 


35.873 


25.074 


76.559 


1.00 


23.09 


30 


J A A 

464 


CB 


111 /-x 

HIS 


A 


A XX 

743 


38.358 


*+\ A XS A—\ /-v 

26.936 


77.204 


J A XX 

1 .00 


28.77 




465 


X"\ X~\ 

CG 


111 f\ 

HIS 


A 


A XX 

743 


38.130 


28.363 


xx xx xx xx 

76.836 


A XX XX 

1.00 


XX XX A 

36.70 




A X* A 

466 


ND1 


111 /~\ 

HIS 


A 


743 


37.179 


ft" XX 

28.753 


ft" XX XX J 

75.921 


A **\ ^X 

1.00 


XX A A\ A\ 

34.14 


35 


A /N — ▼ 

467 


r"x a 

CD2 


1 11 i—% 

HIS 


a 

A 


J ^X 

743 


4f\ 4^ ^Am A A~\ 

38.742 


29.497 


^V"* XX ft" J 

77.251 


J SX A 

1.00 


A XX XX 

38.95 


« ^ ex 

468 


x™x r - - j 

CE1 


■ ii ^*x 

HIS 


a 

A 


743 


37.215 


30.067 


75.785 


A A A 

1.00 


XX XX x ft" 

39.45 




469 


NE2 


111 r\ 

HIS 


A 


743 


A*\ f~\ A ft" 

38.155 


/\ /\ ft" A XX 

30.542 


XX ft" /X XX 

76.582 


J A XX 

1.00 


XX XX A"* 

39.37 




470 


N 


1 1 r~ 

ILE 


A 

A 


744 


34.996 


a/> xx rx r\ 

26.980 


^Y^X? XX ft" ft" 

77.355 


A XX A 

1.00 


XX XX XX 

20.73 


Aft 


471 


CA 


ILE 


At 

A 


A A 

744 


33.743 ; 


f\ XX /X XX— T 

26.827 


XX XX XX, XX 

76.623 


j A A 

1.00 


27.73 




472 


C 


1 1 f™ 

ILE 


A 


744 


33.951 ' 


XX XX XX ^9 J 

26.674 


ft" J J A 

75.118 


A A A 

1.00 


XX ^9 A 

27.07 




473 


x~v 

0 


ILE 


A 

A 


— r j A 

744 


ft*\ f*\ f*\f> A 

33.264 


XX f" I'X - T f— 

25.875 


— r jg J XX -4 

74.461 


j A A 

1 .00 


24.14 


45 


474 


CB 


1 1 r* 

ILE 


A 

A 


744 


32.790 


XX xx fx j xx 

28.013 


— 7 A A A 

76.890 


A A A 

1 .00 


A A A A 

26.09 


475 


CG1 


1 1 *™ 

ILE 


A 

A 


744 


32.515 


/■v X% J j A 

28.111 


^9 A A A A 

78.389 


_A XX A 

1.00 


XX XX A A 

32.88 | 




476 


CG2 


1 1 r~ 

ILE 


A 

A 


744 


31.453 


xx ^ fx a r\ 

27.810 


^ XX A A A 

76.148 


■4 A A 

1 .00 


A A A A 

29.39 




i -7-7 
477 


GDI 


ILb 


A 


744 


31.940 


do.ooo 


-70 n-70 
78.979 


1 .00 


39.72 


50 


478 


N 


ASP 


A 


745 


34.888 


27.432 


74.554 


1.00 


24.97 




479 


CA 


ASP 


A 


745 


35.140 


27.317 


73.126 


1.00 


27.70 




480 


C 


ASP 


A 


745 


35.633 


25.917 


72.773 


1.00 


25.79 


55 


481 


O 


ASP 


A 


745 


35.334 


25.406 


71 .696 


1.00 


26.38 


482 


CB 


ASP 


A 


745 


36.175 


28.338 


72.639 


1.00 


33.81 




483 


CG 


ASP 


A 


745 


35.692 


29.769 


72.762 


1.00 


46.44 



553 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATAMI TVDC 

ATOM 1 Yrfc 


ntOlUUC 




X 1 


Y 1 


Z I 


OCC | 


B I 


ATOM | 


A A 

484 


OD1 


ACD 

Aor i 


A 


1 *T«J I 


34 462 


29.984 j 


72.755 I 


1.00 j 


51.31 I 


485 


Ann 

OD2 1 


Aor 


a i 

A 


74^ 


36 54ft 


30 683 I 


72.829 j 


1.00 [ 


50.96 J 


486 I 


N j 


ACD 

Aor 


A 


746 


36 406 1 


25.312 | 


73.667 I 


1.00 


23.70 I 


487 j 


CA j 


ACD I 

Aor 


A i 
A 


74fi 

» HO | 


36 904 


23.971 | 


73.418 I 


1.00 j 


22.43 


488 


c i 


ACD 

Aor 


A i 


74-6 


35755 1 

WW- ■ WW 1 


22.975 j 


73.520 j 


1.00 


19.90 


489 1 


o 


ACD 1 

Aor 


A 

A 1 


74.fi 

/ HO 


35 672 


22 049 i 


72.712 | 


1.0ol 


22.60 j 


490 ! 


/- » I— 1 

CB 


ACD 1 

Aor 


A 

A 


746 

t HO | 


37 992 


23 577 


74.406 | 


1.00 [ 


21.92 | 


i 491 i 


CG 


ACD 

Aor j 


A 


746 i 

/ *rO l 


39 172 I 

WW- 1 9 


24.51 3 | 


74.370 I 


1.00 j 


33.42 | 


492 


OD1 


ACD 

Aor j 


A 1 
A 


74fi 
/ to 


39 421 i 


25.130 


73.300 [ 


1.00 I 


34.56 


i 493 


OD2 


ACD ! 
Aor 


A 


746 


39 862 I 

VJw'Wwb 1 


24.610 [ 


75.408 I 


1.00 


39.54 


494 


N 




A 


747 


34 861 I 

w r*x^w ■ b 


23.176 


74.486 | 


1.00 


19.31 | 


| 495 l 


CA 


vjLIN 


A 


747 


33 739 


22.252 [ 


74.657 


1.00 


17.71 


I 496 I 


c 


CaLN 


A 1 
A 


747 

/ H/ 


32 919 


22 281 I 


73.385 j 


1.00 


23.99 


497 j 


0 




A 
A 


747 

/ H/ 


32 563 ! 


21.238 


72.852 


1.00 


19.91 J 


I 498 I 


CB 


PI M 

LaLN 


A 
A 


747 


846 1 


22 655 I 

^b4v**WWW ' 


75.826 j 


1.00 


19.37 I 


499 


CG 


p| k| 


A ! 


747 


33 563 ! 

W w • www 1 


22.742 j 


77.152 J 


1.00 I 


22.18 J 


j 500 


j CD 


PI M 


A 1 
A 


747 


^2 642 


23 1 27 


78.281 


j 1.00 I 


22.76 j 


I 501 


! 0E1 


PI Kl 

GLN 


A i 

1 1 


T47 i 
/ H/ 




23 798 

^/ > ff WW 


79.230 


I 1.00 


25.01 j 


502 


NE2 


PI Kl 

LaLN 


A i 


i 747 ! 


1 qi 397 


22 675 


I 78.212 


1.00 


j 18.79 j 


503 


N 


II c 

ILb 


A 
A 


i 74ft 
/ HO 


1 Qp R05 


1 23 481 

d— w - » w 1 


I 72.908 


1.00 


21.08 J 


[ 504 




1 II c 

ILb 


! A 
i A 


74ft 

1 / HO 


131 835 


23 604 


I 71.680 


1.00 


21.96 J 


I 505 


! c 


It c 

ILb 


1 A 
A 


74ft 
I / HO 


3? 5S6 


1 22 969 

1 ^b^U- ■ w w w 


70.493 


1.00 


24.64 I 


506 


j o 


1 II c 

ILb 


A 
A 


74ft 

1 / HO 


1 31 Q42 


j 22.218 


I 69.732 


1.00 


23.28 


I 507 


CB 


II c 

ILb 


1 A 

! A 


74ft 

1 / HO 


I 31 527 


! 25 087 


I 71.368 


1.00 


25.55 


! 508 


CG1 


II c 

1 ILb 


! A 
A 


74ft 

j / HO 


1 Qn 603 


I 25 642 


I 72.445 


1.00 


22.21 


| 509 


I CG2 


i ILb 


A 


74R 

[I / HO 


i 3D 871 


I 25 213 


I 69.993 


1.00 


25.02 


510 


! CD1 


1 ii n 
ILb 


A 


1 74ft 


I 30 292 


! 27.138 


72.308 


1.00 


26.31 


i 511 


; N 


-ri_| D 


A 
A 


1 74Q 

/ H<7 


I 33 847 


I 23.268 


I 70.332 


1.00 


19.75 


I 512 


a 

CA 


Til D 

1 


! A 
A 


74Q 


1 34 645 


1 22 716 


I 69.240 


1.00 


I 20.18 I 


I 513 




1 TU D 

j Inn 


A 

J A 


74Q 


34 67ft 


] 21 177 


I 69.271 


1.00 


19.01 I 


I 514 

j! w i ■ 


0 


j THR 


A 


749 


34.541 


20.536 


68.238 


1.00 


18.23 


515 


1 CB 


j THR 


A 


| 749 


36.104 


1 23.229 


| 69.301 


1.00 


24.15 


516 


OG1 


THR 


A 


749 


36.104 


24.656 


69.166 


1.00 


26.23 


517 


1 CG2 


1 THR 


A 


749 


36.925 


22.631 


68.177 


1.00 


23.53 


518 


1 


1 CIu 


A 


750 


I 34.864 


j 20.583 


I 70.450 


1.00 


17.46 


519 


CA 


LEU 


A 


750 


34.899 


19.117 


70.541 


1.00 


19.07 


I 520 


1 ° 


j [iu 


A 


750 


33.570 


j 18.457 


j 70.141 


1.00 


17.18 



554 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 

I 1 L_ I La/ tia. 


# 


X 


Y 


2 


occ 


R 


■ ATOM 


521 

W*_ 1 


o 


LEU 

L~ l_ w^ 


A 


750 


33 569 

WW . */Uv 


17 386 


6Q 522 


1 00 


17 28 
i / . to 


522 


CB 


LEU 


A 


750 


35 293 


18 670 


71 955 

» 1 . V? W W 


1 00 


18 92 

1 W - £- 


523 


CG 


LEU 


A 


750 


36 741 


19 094 


72 288 

f . C. WW 


1 00 


22 74 


524 

w£."T 


CD1 


LEU 

1—1 — w 


A 


750 


37 054 

w / . 


18 900 

1 1 w • w w V/ 


73 774 


1 00 


22 QQ 

^^.S7w 


525 


CD2 


LEU 


A 


750 


37 674 

W / .W/ T 


18 281 

1 w ■ w 1 


71 444 


1 00 


20 4R 


526 


N 


ILE 


A 


751 
# »«/ i 


32 457 

W£. - i / 


19 073 

1 C7 . w / w 


70 524 


1 00 


1 R 2Q 


527 


CA 


ILE 


A 


751 


31 136 

v? 1 • 1 ww 


18 544 

1 W. W*T*+ 


70 14ft 

# U . 1 HO 


1 00 


2^ 7fi 


528 


c 


ILE 


A 


751 


30 940 


18 695 

1 w. WC7w 


68 635 

WW . UOJ 


1 00 


22 00 

i-t. . W\J 


529 


o 


ILE 


A 


751 


30 462 

WW . ~W C 


17 777 


67 Q66 

W I • www 


1 00 


17 05 

1 / .WW 


530 


CB 


ILE 


A 


751 


29 991 


19 264 

1 W.<CU*T 


70 913 

1 v/.w 1 w 


1 00 


18 60 


531 


CG1 


ILE 


A 


751 


30 014 


18 842 


72 388 


1 00 

1 .WW 


22 25 


532 


CG2 


ILE 

■ L_L_ 


A 


751 


28 614 

<(_W. W 1 ¥ 


18 908 

1 W . C7 W W 


70 322 

/ V.VIi ft. 


1 00 

1 -WW 


22 79 

C—C . 1 w 


533 


CD1 


ILE 

1 L_L_ 


A 


751 


29 698 


17 360 

1 / . www 


72 594 


1 00 

1 -WW 


33 00 

ww .ww 


534 


N 


GLN 


A 


752 


31 311 

w 1 . w l l 


19 848 


68 085 

ww .www 


1 00 

1 .WW 


21 43 

C 1 ,*TU 


535 


CA 


GLN 

VJ L_l < 


A 

/» 


752 


31 144 


20 031 

C-\J . WW 1 


66 643 


1 00 

1 . w W 


23 26 


536 

w w \J 


c 


GLN 


A 


752 


32 038 

\JC-, WWW 


19 105 


65 824 


1 00 

1 .WW 


22 82 


537 


o 


GLN 


A 


752 


31 702 


18 771 

i w • r / i 


64 700 

w" . / WW 


1 00 

1 .ww 


22 26 


538 

WWU 


CB 


GLN 


A 


752 


31 357 


21 505 


66 248 

WW .ttu 


1 00 

1 .w 


21 04 


539 


CG 


GLN 


A 


752 


30 346 

WW- w" w 


22 408 


66 965 


1 00 


26 41 

c W 1 


540 


CD 


GLN 


A 


752 


30 410 

W W • t 1 V> 


23 867 


66 541 

WW . 1 


1 00 

1 .ww 


34 88 


541 


OE1 


GLN 

L.I » 


A 


752 


31 485 


24 427 


66 339 

w w . w wv3 


1 00 

1 .ww 


28 80 


542 


NE2 


GLN 


A 


752 

/ Wt 


29 245 


24 500 


66 453 


1 00 

1 . WW 


32 80 


543 


N 


TYR 

1 111 


A 


753 


33 171 

ww. 1 / 1 


18 680 

1 w. www 


66 381 

ww.wU 1 


1 00 

1 . WW 


21 10 

<_ 1 . 1 w 


544 
w i i 


CA 


TYR 


A 


753 


34 060 


17 765 

If*/ w w 


65 657 

W w . w w f 


1 00 

1 .WW 


23 73 

C- O . / w 


545 


c 


TYR 

1 111 


A 


753 


33 590 

ww* ww/ V/ 


1 6 333 ' 

1 w . www 


65 756 

W w . r w w 


1 00 

1 ,\J\J 


21 41 

C 1 ,*T 1 


546 


o 


TYR 

1 111 


A 


753 


33 692 

WW. \J\JC— 


15 561 

1 W . WW 1 


64 806 

w™ .www 


1 00 

1 .WW 


24 76 


547 


CB 


TYR 
■ iii 


A 


753 

# WW 


35 471 


1 7 782 


66 250 


1 00 

1 .WW 


22 41 


548 

W T W 


CG 


TYR 
i iii 


A 


753 

/ WW 


36 339 

WW . WW w 


1 8 964 

1 Ui WW" 


65 885 

w . w w W 


1 00 

1 .WW 


21 14 

C. 1 . 1 *T 


549 


CD1 


TYR 
■ 1 1 1 


A 


753 

/ W W 


35 855 

ww .www 


20 01 5 

£.W.W 1 W 


65 117 

WW • 11/ 


1 00 

1 .ww 


22 56 


550 


CD2 


TYR 

■ ill 


A 


753 


37 666 


19 006 


66 295 


1 00 

I . W V 


25 54 


551 


CE1 


TYR 


A 


753 


36.683 


21.093 


64.759 


1.00 


27.58 


552 


CE2 


TYR 


A 


753 


38.496 


20.067 


65.947 


1.00 


23.54 


553 


CZ 


TYR 


A 


753 


38.002 


21.104 


65.181 


1.00 


22.36 


554 


OH 


TYR 


A 


753 


38.840 


22.145 


64.843 


1.00 


29.42 


555 


N 


SER 


A 


754 


33.038 


15.988 


66.904 


1.00 


19.69 


556 


CA 


SER 


A 


754 


32.699 


14.594 


67.147 


1.00 


21.05 


557 


C 


SER 


A 


754 


31.265 


14.109 


67.119 


1.00 


20.67 



70 



75 



20 



25 



30 



35 



40 



45 



50 



55 



555 

J 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


I ATOM TYPE 


RESIDUE 


# 


1 X 


1 Y 


i Z 


orr 


I p 


Al UM 


558 


| O 


SER 


A 


1 754 


i 31 042 

1 W 1 ■ W T 


I 12 893 

! 1 C. UC J 


fi7 P5Q 


j 1 .uu 


17.40 


559 


J CB 


"j SER 


A 


1 754 


1 33 288 


14 196 


fift 4QR 


I 1 nn 
1 .UU 




560 


I OG 


SER 


A 


1 754 


J 32 556 

| ww» wwU 


1 4 8P7 


fiQ fiQ.c. 


1 .UU 


27.35 


561 


1 ^ 


1 TRP 


A 


1 755 

1 w 


\ 30 300 

I W w • vUU 


1 1 4 QQ8 


fifi Q1 1 


l .UU 


17.55 


562 


T~ CA 


1 TRP 


A 


1 755 


28 912 


1 4 547 


fifi Qfin 
do. you 


1 .UU 


21.93 


563 


1 C 


TRP 


A 


1 755 


28 620 


1 ^ ^45 

lO.vrtJ 


fifi nc.c 

DD.UOD 


1 4 AA 
j 1 .UU 


a 0 r\ a 

18.91 


564 


1 ° 


1 TRP 


A 


755 

1 * WW 


27 Q5fi 

CI. Z?\J\J 


1 P 40Q 


fifi AQC 
00.400 


H An 

1 .uo 


nn n~» 

20.07 


565 


1 CB 


TRP 


A 


! 755 


\ 27 925 


1 5 fift4 


fifi ftA7 


i AA 

1 .UU 


00 cn 

22.52 


566 


| CG 


1 TRP 


A 


1 755 


28 003 


1 fi PPP 


DO.iiO/ 


i AA 

1 .UU 


00 no 

23.08 


567 


1 CD1 


] TRP 


A 


755 


28 85Q 


i 17 175 


fiil 7Q1 


1 .00 


1 no n a 

28.21 


568 


1 CD2 


TRP 


A 


1 755 


1 27 217 


1 5 Rfi°, 


fi4 1 A-\ 


i AA 

l .UU 


24.51 


569 


1 Nil 


T~ TRP 


A 


1 755 


28 655 

1 WcWWW 


! 1 7 37Q 


fi^ 44fi 


1 ^ AA 

i .UU 


oc h n 

j 25.19 


570 


1 CE2 


TRP 


A 


1 755 


1 27 651 

1 CI • \J\J I 


1fi 54ft 


co npo 


i AA 
1 .UU 


26.64 


571 


] cii 


TRP 


A 


1 755 


26 189 


1 4 ftfiQ 


fi*5 Q7Q 


1 .UU 


nrr "7 r* - 

25.75 


572 


j C22 


TRP 


| A 


1 755 

| * WW 


\ 27 089 


1 fi Iftft 
1 U.OOO 


fi1 7>IQ 


1 .00 


29.86 i 


573 


CZ3 


TRP 


1 A 


755 


1 25 630 


14 707 




h nn 
1 .00 


nn cn 

32.59 


574 


r CH2 


TRP 


A 


755 

* w w 


26 083 


1 5 4fi5 


R1 ftf\Q 


I 1 .00 


30.85 


575 


[~ N 


MET 


A~ 


756 


29 114 


1 ^ ^57 


fi/1 ROH 


H nn 

1 .uo 


nA nn 

21.38 


576 


CA 


MET 


A 


756 

* w w 


28 84ft 


1 P P4^ 


ROC 


1.U0 


18.69 j 


577 


C 


MET , 


A 


756 


29 439 






■< nn 
1 .UU 


23.20 


578 


o 


mIt 


A 


756 

* w w^ 


PR 7Q4 i 


Q ft7ft 

y.O / O 


D4.O0U 


^ nn 

1.00 


21.19 j 


579 


CB 1 


MET 


A | 


756 1 


PQ 4^p 1 


1 P 5PQ 


D/l.Oll 


h nn 

1.00 


AW i A 

21 .49 


580 


CG j 


MET 


A 1 


756 


29 11? I 

t— C7 . 1 I C | 


11 4^n 


R1 A OC 


1 .00 | 


no nn 

22.22 ; 


581 


SD 


MET 


A 1 


756 

* WW 


27 367 I 


11 44Q 


oon 

ou.yiiu 


-4 r\n 1 

1 .00 i 


27.03 


582 


ci I 


met [ 


~~~A [ 


756 


27 451 I 


1 P Q0P 


770 

oy. ( i c. 


■t nn 1 
i .UU 


ne> f> a 1 

26.64 


583 


N 


SER 1 


A 1 


757 


30 675 1 


11 m°. 


CA QQQ | 

D4.oyy 


■i nn " 


A n nn 

19.23 [ 


584 j 


CA j 


SEER | 


A 1 


757 

/ w / 


31 344 


Q R45 


D0.40I J 


a r\r\ 

1 .00 


22.32 : 


585 


C J 


SER 


a i 


757 


30 575 


Q PR*? 


fifi 1 
DO. Do! 


a r\r\ 1 

1 .UU 1 


20.68 


586 


o 1 


SER 


A 1 


757 

* w^ r 


30 376 1 


ft n7R 

O.KJi O 


DO . f 1 O 


a r\r\ 1 

i .00 


21 .09 


587 


CB j 


SER 


A ! 


757 


32 759 ! 

W^jW* / WW [ 


10 ion 


fifi Q11 

oo.y 1 1 


i nn 
I .UU 


no c a \ 

23.54 


588 


OG | 


SER j 


A 


757 


33.562 


10.611 


64.826 


1.00 


31.88 | 


589 


N 


LEU 


A 


758 


30.150 


10.149 


67.548 


1.00 


20.06 


590 J 


CA f 


LBJ f 


A 


758 


29.430 


9.698 


68.735 J 


1.00 


16.39 


591 | 


c j 


[iu I" 


A 


758 


28.105 


9.061 


68.355 P 


1.00 


18.68 


592 


O 


LEU 


A 


758 


27.709 


8.038 


68.918 


1.00 


18.94 


593 


CB J 


LEU | 


A j 


758 


29.147 


10.880 


69.675 I 


1.00 


14,15 


594 


CG J 


LEU 


A 


758 


30.373 


11.599 


70.232 


1.00 


20.53 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 

r\ i \s i » i i lit 




u 
It 


Y 
W 


v 
i 


7 




D 


ATOM 


595 


CD1 


1 FN 


A 
r\ 


75fi 
/ oo 


29 Q19 


12 ft55 


70 Qft1 


1 00 


90 07 


596 


CD2 


1 FLJ 

l_ t_ Ls 


A 
r\ 


75ft 

/ OO 


11 121 


10 656 


71 1ftfi 
f 1 . 1 oo 


1 on 
i .uu 


94 11 


597 


N 


MFT 

IVIC 1 


A 
r\ 




97 410 


Q 674 


fi7 404 


1 on 
I .uu 


1 ft 49 


5Qfl 

vJs?Q 


CA 


MFT 


A 
M 


75Q 
/ ou 


26 125 

C.O. 1 fc.O 


Q 149 


fi7 001 
O f ,UU I 


1 on 
I .uu 


1Q 91 


599 


c 


MFT 

IVIC 1 


A 
AA 


75Q 


26 909 


7 ft9ft 


ftft 949 
OO. 


1 nn 
I .uu 


1 Q Q1 


600 




MFT 

IVIC 1 


A 
r\ 


7ftQ 


25 Ifil 


ft Q4Q 


ftft Aftft 


1 nn 
I .uu 


91 no 


601 


CB 


MFT 

IVIC 1 


A 
AA 


7ftQ 


25 1fi4 


10 1Q7 

I U. 1 9 / 


ftft 1Q1 
OO. 1 90 


1 nn 
I .uu 


91 9n 


602 


VsVJI 


MFT 

IVIC 1 


A 
AA 


75Q 


24 Q17 


11 1Q7 


fi7 Oftft 
O I .UDO 


1 nn 
I .uu 


91 Aft 


fin? 




MFT 

IVIC 1 


A 


7ftQ 


2*3 Q50 


1 9 5ft7 


ftft 1 ftft 

OD. I DO 


1 nn 
I .uu 


9^ Q7 


604 


CF 


MFT 

IVIC 1 


A 


759 




1 1 QR1 


ft7 14ft 


1 nn 
1 .uu 


9ft ft9 


6ns 

UUJ 


N 


VAI 
vnL 


A 
AA 


7fi0 
/ OU 


97 1Q1 

C / . I cJO 


7 fi71 


ft^ Iftft 


1 nn 
I .uu 


1 ft ftft 


606 


CA 


VAL 

V rAL- 


i A 

AA 


760 
/ ou 


97 100 
C 1 .ouu 


6 1Q7 


ft4 filft 
0*r.000 


1 nn 

i I .uu 


1 Q 71 


607 


c 


WA 1 

v nL 


A 

AA 


760 
# ou 


27 77Q 


5 9Q9 


ftft 5Qft 

UJ.JC7U 


1 nn 

I .UU 


99 1ft 


608 


o 


VAL 


A 


760 


27 40 Q 


4 197 


65 44ft 

OU.*f*rO 


1 00 
I .uu 


1 ft ftl 

1 O.OO 


609 


OR 


VAI 

V AAI_ 


A 


760 


9fl 262 


6 499 


ftl 41 7 


1 oo 
I .uu 


9n ftn 


610 
\j i u 


CG1 


VAI 

VnL 


A 

AA 


760 

/ OU 


9Q 70ft 


ft ft5Q 
O.OOi? 


ftl ftftO 


1 00 

I .uu 


99 on 
*£*i.yu 


611 


Cfi2 


VAI 

V AM— 


A 
AA 


760 

f OU 


2ft 19Q 

CO. I &9 


5 99ft 


ft 9 ftftO 


1 nn 

1 -UU 


99 nft 


612 


N 


PHF 


A 

/A 


761 

/ O 1 


2ft 5Q7 


5 679 

O.O / c. 


fifi 579 


1 nn 

I .uu 


1ft 1ft 
I O. I o 


611 


CA 


PHF 

r nc 


A 

/A 


761 

/ O 1 


9Q 107 


4 79Q 


R7 57Q 
0 1 .Of \f 


1 nn 

I .UU 


9n ftft 


614 




PHF 

i n c 


A 

/A 


761 

/ O 1 


27 Q07 


4 956 


ftft 41 Q 


1 nn 
I .uu 


91 9ft 


61 5 


o 


PHF 

i nc 


A 
/A 


7fi1 

/ O i 


97 77*3 


1 05ft 
O.vOO 


ftft 717 
OO. f I / 


1 nn 
I .uu 


91 1Q 


616 




PHF 
i nc 


A 
AA 


761 

/ O I 


on iRfi 
OU. 1 oo 


^ 441 


ftft 447 
00.*f*t / 


1 nn 
1 .uu 


1 Q ft/1 


617 




PHF 
i nc 


A 

AA 


7fi1 

f O 1 


11 100 
O I . i uu 


4 R09 


RQ 90ft 


1 nn 
1 .uu 


99 99 


616 


CD1 


PHF 

i n c 


A 

AA 


761 

f O 1 


11 Q44 


1 611 


fift 590 i 


1 on 

I .uu 


00 10 


619 


CD2 


PHF 
n il 


A 

AA 


761 

/ O 1 


11 15ft 


4 599 


70 5Q7 


1 00 
I .uu 


91 Oft 


620 


CF1 


PHF 


A 

AA 


761 

/ O 1 


12 ft14 

OC.OOH 


9 R09 


fiQ 900 


1 00 
I .uu 


91 74 

^O. / *T 


621 


CE2 


PHF 
• 1 1 1 


A 

AA 


761 
t \j i 


12 044 


1 706 
o. / uo 


71 9Q7 


1 00 

I -UU 


94 Qft 

t*f.i70 


622 


cz 


PHF 


A 

AA 


761 

f O 1 


12 ftftO 


9 ft49 


70 ft09 

» U.OUjC 


1 00 
I .uu 


99 fi7 


623 


N 


GLY 

l_ I 


A 

AA 


76? 


27 041 


5 196 


6ft ftOI 
oo.ouo 


1 00 
i .uu 


1 ft 00 
I o.uu 


624 


CA 


GLY 


A 

AA 


762 


25 fl51 


4 661 


69 564 


1 00 
1 .uu 


19 15 

19. 1 J 


625 


c 


GLY 


A 


762 


24.928 


3.957 


68.761 


1.00 


19 60 


626 


o 


GLY 


A 


762 


24.304 


3.038 


69.306 


1.00 


17.94 


627 


N 


LEU 


A 


763 


24.815 


4.241 


67.465 


1.00 


18.18 


628 


CA 


LEU 


A 


763 


24.008 


3.416 


66.575 


1.00 


18.82 


629 


C 


LEU 


A 


763 


24.562 


1.994 


66.611 


1.00 


20.32 


630 


O 


LEU 


A 


763 


23.795 


1.011 


66.652 


1.00 


21.06 


631 


CB 


LEU 


A 


763 


24.088 


3.962 


65.149 


1.00 


18.85 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM | 


ATOM TYPE | 


RESIDUE I 


# 


X 


Y 


"7 I 




R 


ATOM 


632 I 


CG | 


LEU I 


A 


763 


23.668 


o. aoo 


b4.UU/ 


1 nn 


1 ? I 
lJ.lt- 


633 I 


CD1 I 


LEU I 


A 


763 


22.181 


Z./Oi j 


O4.U/0 




91 °,1 

c. \ .0 1 


634 | 


CD2 I 


LEU | 


A 


763 


r\ A r\ A 

24.048 | 


3.657 


con 


1 nn 
1 .uu J 


op ni ! 


635 | 


N | 


GLY | 


A 


764 


25.889 


H O AO 

1 .892 


CC CAH i 


1 nn 




636 I 


CA I 


GLY I 


A 


764 


26.546 


a cac 

0.59b 


cc cno 
bo. buy 


1 no 

I .UU | 


op 115 1 


637 I 


C I 


GLY I 


A 


764 


26.182 


-0.164 


C7 QCyl 

b/.ob4 j 


t .uu 


00 no ? 


638 I 


o f 


GLY [ 


A 


764 


25.798 | 


A O C H I 

-1.351 | 


b/.o^b 


I .uu 




639 


N I 


TRP I 


A 


765 


26.279 


o co A 

0.520 J 


CO QQQ i 

bo.yyo 


i fin. 
1 .uu 


1ft fiR I 


640 J 


CA f 


TRP I 


A 


765 


25.954 


-0.118 


-70 OCR 


1 nn 
l .uu 


91 7fi 


641 


c I 


TRP J 


A 


765 


f\ A A f\ t~ 1 

24.485 1 


O C OO I 

-0.582 j 


/U.00U 


1 .uu 


s>n rq 


642 


o I 


TRP J 


A 


765 


24.202 


-1 —r a r\ 

-1.710 


/U./oU 


I .uu J 


on 7*^ I 

C.KJ. 1 O 


643 


CB J 


TRP 


A 


765 


26.275 


o ooo i 

0.832 


7^ /IOC 

71.4<£b 


1 nn i 
1 .uu 


1Q RO 


644 


CG I 


TRP I 


A 


765 


25.985 


0.232 | 


70 7CC 


1 nn I 
i .uu ] 


on Rn 


645 


CD1 


TRP 


A 


765 


24.895 


0.450 


-70 CVIO 


1 nn 
1 .uu 


OR 


646 


CD2 I 


TRP 


A 


765 


26.765 


/A J JO 

-0.770 


70 /IOC 


i nn 
1 .uu 


00 7^ \ 


647 


Nii 


TRP 


A 


765 


24.936 


-0.354 


-Tyl OCA 

/4.bbU 


1 nn 
I .uu 


9C\ ftn 


648 


CE2 


TRP 


A 


765 


26.076 


-1 .114 


74.b 10 


i nn 
1 .uu 


07 70 ! 


649 


CE3 


TRP 


A 


765 


27.974 


4 A OO 

-1 .408 


-TO •* AC 

73.145 


i nn 
1 .UU 


OA 7ft 


650 


CZ2 


TRP 


A 


765 


26.558 


-2.080 


-rr COO 


i nn 
1 .UU 


Oft °,o. 


651 


CZ3 


; TRP 


A 


765 


28.461 


O O ~7 o 

-2.372 


—j a r\ Ac 

74.045 


1 nn 
1 .UU 


0^ 7Q 


652 


CH2 


TRP 


A 


765 


27.747 


-2.692 


75.217 


■i nn 

■ 1 .UU 


OQ QQ 


653 


N 


ARG 


A 


766 


23.544 


! 0.273 


CA AOC 

69.9ob 


h nn 
1 .UU 


on fti 


654 


CA 


| ARG 


I A 


766 


22.136 


-0.116 


CA A 0*7 

oy.ybY 


1 nn 

I .UU 


1ft ft ft i 


655 


1 C 


ARG 


I A 


766 


A->. A A»% A A 

21.844 


-1 .288 


00 A/1 Q 

69.04o 


i nn 
1 .uu 


! 1ft Ad 


656 


1 0 


ARG 


I A 


766 


21.066 


-2.185 


CA OQ1 


1 nn 
1 .UU 


i on ftn ! 


657 


CB 


ARG 


I A 


766 


21.223 


■i O O A 

1.061 


1 OA CO/1 

by.b^4 


1 nn 
1 .uu 


1ft Oft 


658 


CG 


ARG 


I A 


766 


21.246 


o ooo 

j 2.229 


"7A COO 


i i nn 
1 .UU 


i on n^ I 


I 659 


CD 


ARG 


! A 


766 


20.179 


3.260 


i "7A OCC 

70.ii5b 


i nn 
1 .UU 


0^ nft ! 


660 


NE 


ARG 


I A 


766 


20.413 


■ o ooo 

3.889 


CQ ftCC 

bo. yob 


1 nn 
f 1 .uu 


on 1 ft 


661 


1 CZ 


ARG 


| A 


766 


21 .239 


l A OOO 

4.908 


CQ ~7 AO 

\ bo.74^: 


1 nn 
j I .uu 


i 00 ftft 


662 


NH1 


I ARG 


A 


766 


21.909 


5.442 


1 69.754 


I 1.00 


! 22.73 


663 


NH2 


I ARG 


A 


766 


21.380 


5.412 


67.519 


1.00 


19.31 


664 


I N 


SER 


A 


767 


22.469 


-1 .275 


| 67.885 


1.00 


20.91 


665 


I CA 


I SER 


A 


767 


22.271 


| -2.340 


| 66.899 


1.00 


| 18.59 


| 666 


I C 


SER 


A 


767 


22.793 


-3.660 


67.473 


1.00 


24.76 


667 


I 0 


SER 


A 


767 


22.130 


-4.692 


I 67.406 


1.00 


19.96 


I 668 


I CB 


I SER 


A 


767 


23.002 


-1.975 


65.607 


1.00 


19.66 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 

r\ 1 WIVI 


ATOIUI TV DC 
Ml KJN) 1 Y rt 


nbolUUb 


ji 

if 


Y 


v 

T 


7 


vJOL* 


D 


ATOM 
Al vJIV) 


ooy 




CCD 

otn 


A 


lot 


OO AAA 


n 7ftc 

-U./OD 


CC ft77 

bo.U// 


i nn 
1 .UU 


oo m 
^o.Ul 


Of U 


M 
IN 


TVD 

1 in 


A 

A 


/bo 


OQ Q77 


O CQC 

-o.oyo 


CQ ACT 

bo.Ub/ 


1 nn 
I .UU 


on c/i 
^U.b4 


671 
Of 1 




TVD 

1 Yn 


A 

A 


7CQ 

too 


OA GC\A 


A 7CO 
-*f . / D^ 


CQ 7i n 

bo./ lU 


1 nn 
1 .UU 


01 CI 
d \ .Ol 


C70 
Of d 


L* 


TVD 

1 in 


A 

A 


too 


OO 7nQ 

2<J. /UO 


c onn 
-D.oUU 


CO QOi 

by.oo i 


1 nn 
l .UU 


on AQ 

^u.4y 


C7Q 
Of O 


r\ 
w 


TVD 

1 in 


A 

A 


/DO 


OO OOQ 

2o.ooy 


C /1Q1 

-0.4o 1 


by.o41 


i nn 
1 .UU 


on oc 


C7/1 
0/4 


on 


TVD 

1 in 


A 

A 


7CQ 

/DO 


OC QCO 

20.ybo 


-4.2yi 


cn ocn 
by.^bU 


•i nn 
1 .UU 


on QQ 
^U.OO 


b/0 




TVD 

1 Yn 


A 

A 


too 


OC coo 
2b.b2y 


-0.1 b4 


to ono 
70.298 


4 nn 
1 .UU 


24.41 


D/D 


L/U 1 


TVD 

1 in 


A 

A 


7CD 

too 


OC QQO 

2b.oo2 


c con 
-b.02U 


7A n~70 
fV.KJfd 


h nn 
1 .UU 


Ovl 71 
24. /I 


C77 
b/ / 




TVD 

1 in 


A 

A 


7CO 

loo 


07 1 OC 

2/. 12b 


a con 

-4.oyu 


-7 4 A CO 

/i .4bo 


h nn 
1 .UU 


oo nn 
22.UU 


C7Q 


L/tl 


TVD 

1 Yn 


A 

A 


7CQ 
/DO 


07 Ci40 
£.1 .b42 


7 070 
-/.2/0 


7n noo 

/u.yyo 


■i nn 
1 .UU 


01 CQ 
21 .DO 


C7Q 

b/y 




TVD 

1 Yn 


A 

A 


7CO 
/DO 


07 Q"70 
df .Of d 


c ooc 


70 07rt 


1 nn 
I .UU 


Ol ~~7 A 

21 ./4 


OOU 




TVD 

1 in 


A 
A 


/Do 


OQ i Q7 
20. 1 O / 


c ccc 
-b.bob 


70 1 OC 
/ d.ldD 


1 nn 
l .UU 


O/l 1 c 
24.1 b 


OOl 


LJn 


TVD 

1 Yn 


A 
A 


7CQ 
/DO 


OQ QCO 

2o.yby 


~7 ono 

-/.ouy 


7Q nnn 
/o.UUU 


i nn 
1 .UU 


OO QC 

22. ob 


AP.O 

Do 2 


M 
IN 


1 vc 
LYo 


A 
A 


/by 


OO OH O 

2o.ol o 


A AO~7 


7rt 7C1 

/U./bi 


1 nn 
I .UU 


1 Q C 1 

l y.bi 


CflQ 
DOO 


OA 


1 vc 
LYo 


A 

A 


7CQ 

/by 


oo cnn 
22.0UU 


A QQO 
-4.000 


/i .oyy 


a nn 
1 .UU 


on QQ 
2U.oo 


AAA 
004 


L* 


1 vc 
LYo 


A 
A 


7CQ 

/by 


01 non 

21 .uyu 


c ooo 


71 COC 

/I .bob 


i nn 
I .UU 


OC QO 

2b. oo 


CQC 
DOO 


L> 


1 vc 
LYo 


A 
A 


7CQ 

/by 


on cci 
2U.bbl 


c oon 
-o.odV 


70 OOO 
/ d.ddd 


i nn 
I .UU 


oo on 
2o.2U 


OOD 




1 vc 
LYo 


A 

A 


-7 CO 

/by 


OO Af\0 

22.4U2 


o coo 


70 HA/I 

/^.yu4 


i nn 
1 .UU 


OC OC 

2b. 2b 


CQ7 

Oof 




1 VC 
LYo 


A 
A 


7CQ 

/by 


OO CQO 

2o.bo2 


o occ 
-o.oob 


70 COO 

/o.b«£o 


i nn 
1 .UU 


OQ 7/1 

2y./4 


cqq 

DOO 




1 vc 
LYo 


A 

A 


7CQ 

/by 


OO QQO 

2o.yyo 


A O/IC 


7>1 7CC 

/4./bb 


1 nn 
I .UU 


O/l oo 
o4.oo 


CQQ 

Doy 


L/C 


1 VC 
LYo 


A 

A 


7CQ 

/by 


oo m n 
2o.Ul U 


A OCH 


7C Qlyl 

/o.y 1 4 


1 nn 
I .UU 


01 OC 

Ol .oo 


Dyu 


M7 
INZ. 


1 VC 
LYo 


A 

A 


7CQ 

/by 


OO vlO/l 

2o.424 


C 1 1 Q 

-o. 1 1 o 


77 n7Q 

/ /.U/o 


1 nn 
1 .UU 


07 C/I 

2/.b4 


RQ1 

oy i 


M 
IN 


MIC 

nio 


A 

A 


77H 
/ /U 


on 070 

2U.O/ 2 


A C07 


7A 7CO 
fKJ.fOd 


1 nn 
1 .UU 


on O/i 
2U.o4 


RQO 

oy^ 




MIC 

nio 


A 
A 


77A 
/ /U 


1 Q QCQ 

l o.ybo 


-4.yoo 


7n /QC 
/U.4yD 


1 nn 
1 .UU 


oc oo 
20. o2 


oyo 


L* 


MIC 

nio 


A 
A 


77H 
/ /U 


i o.bD2 


C QQ7 
-D.OO/ 


CQ QCQ 

oy. OOO 


1 nn 
1 .UU 


o/l on 
24. oU 


RO/1 


r\ 
\J 


MIC 

nio 


A 
A 


77H 

/ /u 


1 7 COI 

I /.bo I 


C C70 
-O.Dfd 


CQ OQO 

by.oo^i 


1 nn 
1 .UU 


OO C/l 

2o. b4 


oyo 


PR 


MIC 

nio 


A 
A 


77n 

/ /U i 


1 q on/i 
1 o.2U4 


o COO 


7n o/ic 
/U.ii4b 


1 nn 
1 .UU 


OC A O 

20. 4o 


oyo 




MIC 

nio 


A 

A 


77H 
/ /U 


1 Q OOQ 

i o.^oy 


O C70 
-d.Ofd 


71 OQ7 

/i.oy/ 


1 nn 
l .UU 


oo oo 


CQ7 

oy / 


INUl 


MIC 

nio i 


A 
A 


77A 

/ /u 


1 7 C1 7 

1 /.Dl / 


O Q7Q 

-/i.o/y 


70 CCy< 


1 nn 
i .UU 


OA Q A 

o4.o4 


oyo 


pno 


MIC 

nio 


A 
A 


77A 
/ fU 


1 ft Qon 


-1 C1 c 
• 1 .0 1 D 


71 Cft1 
/ 1 .DO 1 


1 nn 

1 .UU 


OQ QC 

2o.yo 






nio 


A 

M 


77n 

/ f\J 


17 7M 


-1 P.P.Q 
i .ooy 


7^ ^Qft 
/ o.oyo 


1 nn 


OD.DO 


700 


NE2 


HIS 


A 


770 


18.598 


-1.049 


72.833 


1.00 


35.04 


701 


N 


VAL 


A 


771 


19.509 


-5.934 


68.341 


1.00 


24.39 


702 


CA 


VAL 


A 


771 


19.231 


-6.795 


67.202 


1.00 


25.76 


703 


C 


VAL 


A 


771 


20.441 


-7.614 


66.787 


1.00 


24.92 


704 


0 


VAL 


A 


771 


20.568 


-8.008 


65.639 


1.00 


27.56 


705 


CB 


VAL 


A 


771 


18.687 


-5.952 


65.995 


1.00 


27.85 
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TABLE 10 (continued) 



ATOM | i 


ATOM TYPE j 


RESIDUE j 


# 1 


X 


Y | 


—j \ 




B 


ATOM 


706 I 


CG1 I 


VAL I 


A 1 


771 


17.295 I 


-5.404 


rr o,on 1 

OO. 0£U 1 


1 00 


29.87 


707 | 


CG2 I 


VAL [ 


A | 


771 


19.606 I 


A ~7C~7 

-4.767 


OO. r 1 O 1 


1 00 


28.77 


708 I 


N I 


SER I 


A 


772 


21.324 


-7.883 | 


R7 TAR 1 


1 00 


22.68 


709 [ 


CA I 


SER I 


a r 


772 


22.532 I 


-8.669 


O/.^yo 


1 00 


24.24 


710 I 


C I 


SER | 


A T 


772 


23.352 


-8.197 


RR 0,11 
OD.O 1 1 1 


1 00 


22.19 


711 I 


0 l 


SER | 


A T 


772 


24.033 


-8.994 


cc ceo ! 
00.000 1 


1 00 


24.35 


I 712 | 




SER | 


A [ 


772 


22.167 I 


a r\ A CO ■ 

-10.153 




1 00 


22.79 


713 T 


OG I 


SER j 


A 


772 


21.539 


-10.582 j 


CO CI 0 1 
00.0 1 0 


1 00 


24.02 


| 714 I 


N | 


GLY j 


A 1 


773 


23.299 I 


nan? 1 

-6.886 | 


CR PIRO 
OO.UO£ 


1 00 


20.76 I 


I 715 I 


CA | 


GLY | 


A 1 


773 


24.066 


-6.290 ! 


CA QRO 


1 00 


21.80 


716 I 


C I 


GLY I 


A 1 


773 


23.555 I 


-6.616 


CO CQC 

oo.oyo 


1 00 


20.80 


I 717 | 


o j 


GLY | 


A 1 


773 


24.199 I 


-6.274 


CO RHA 


1 00 


25 34 1 


I 718 I 


N I 


GLN j 


A 1 


774 


22.386 I 


-7.234 


CO C1 Q 

Oo.O 1 0 


1 00 


23.07 | 


719 I 


CA f 


GLN f 


A | 


774 


21.845 


-7.632 


CO OOR 


1 00 ! 


23.42 1 


720 I 


C I 


GLN 


A 1 


774 


20.901 I 


-6.638 j 


oi .000 


1 00 


25 60 1 


I 721 I 


0 j 


GLN | 


A J 


774 


20.414 I 


-6.906 


Cf. AAfi 


1 00 I 


23 56 1 


722 


CB 


GLN ! 


A J 


774 


21.174 I 


-9.000 


CO QCC I 


1 00 


25 32 i 


723 


CG 


GLN 


A 1 


774 


22.103 


-10.032 


CO Qi40. 


1 no 


24 41 ! 


724 


j CD 


GLN 


A 


774 


23.443 


-10.066 


CO OOR 


1 00 


34 16 


725 


OE1 


GLN 


A 


774 


23.514 


-10.285 


ci non 
I 01 .UoU 


I 1 no 


I 40 94 


726 


I NE2 


| GLN 


A 


774 


24.517 


-9.844 


CO QQ7 


I 1 00 


1 33 82 1 


727 


N 


MET 


A 


775 


20.625 


I f— ^ ^ O 

-5.513 


CO 1 QA 

0^.1 yu 


l 1 00 

I 1 ,\J\J 


1 21.96 


728 


j CA 


j mIt 


A 


j 775 


19.805 


-4.447 


c-i cno 
01 .0U0 


1 1 00 

i 1 .Uv 


I 22.20 


729 


C 


MET 


A 


775 


20.398 


-3.172 


1 CO OftR 


1 1 00 


1 24.08 


730 


j O 


| MET 


A 


775 


21.132 


-3.256 


j oo.loo 


M 00 


| 21 84 j 


731 


| CB 


j MET 


A 


//5 


1 8.332 


-4.566 


co ni "i 


1 00 


1 23.95 1 


732 


j CG 


j MET 


A 


775 


17.635 


-5.838 


CI coi 

0 1 .00 1 


1 on 


1 28 07 1 


733 


| SD 


MET 


A 


775 


15.873 


-5.735 


I c-l QAA 
j Ol .o44 


\ 1 00 


1 37 34 1 


734 


CE 


1 mIt 


A 


775 


15.340 


-7.409 


Ci OCO 


» 1 00 


T 37.01 


735 


N 


LEU 


A 


776 


20.115 


\ -2.014 


Ci C19 
0 1 .0 1 c. 


! 1 00 


I 21 78 I 


736 


"j CA 


"j [iu 


A 


776 


20.621 


-0.743 


\ RO 1 Rft 
Oc. I OO 


1 1 00 


j 22.28 


737 


C 


LEU 


A 


776 


19.518 


I -0.144 


63.016 


1.00 


20.07 


738 


I ° 


"I [iu 


A 


776 


18.489 


0.318 


62.520 


1.00 


21.05 


739 


"j CB 


~1 [iu 


A 


776 


21.044 


1 0.217 


I 61.039 


1.00 


21.10 


740 


~| CG 


~| LEU 


A 


776 


22.256 


"1 -0.267 


60.223 


1.00 


24.71 


741 


CD1 


LEU 


A 


776 


22.648 


0.758 


I 59.184 


1.00 


26.09 


742 


CD2 


j LEU 


A 


776 


23.429 


"I -0.534 


61.159 


1.00 


23.43 



560 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RF^IDUF 


ft 


Y 


Y 


7 


ncc 


R 


ATOM 

AA 1 >-/ IVI 


743 


N 


TYR 


A 

AA 


777 
t/f 


1Q 7^ 


-0 1ft0 
O. 1 oo 


R4 ^PP 


1 OO 


P0 5P 


744 


CA 


TYR 
i t n 


A 

AA 


777 


1 ft 755 
1 o. / oo 


o 


R5 P7R 

UJ.cr O 


1 00 


17 4ft 


74*5 


c 


TYR 


A 
AA 


777 
ill 


1 ft QR7 


1 ft04 


R5 547 
oo.o*f / 


1 no 


P1 4R 

c. I .HO 


74fi 
/ ho 




TYR 


A 
/A 


777 
ill 


1 Q 5P5 


P 1ft4 


RR 5R5 
00.000 


1 00 
1 .uu 


1ft 14 

I O. 1 H 


747 


PR 


TYR 


A 


ill 


1 ft QOP 


U.o£ 1 


RR 5RR 
00.000 


1 00 
1 ,uu 


PO *3ft 


74fl 


oo 


TYR 


A 
AA 


777 
ill 


17 7Rft 
1 / . / DO 


_n 41 r 

~U.H I O 


R7 57P 
O/ .O / c. 


1 00 


PP 57 


74Q 

/ H57 




TYR 
i i n 


A 

AA 


777 
ill 


1 7 ROfi 
I / .DUO 


0 71 7 
U. / I / 


Rft ^7*^ 
00.0/ O 


1 no 
i .00 


PP 04 


750 


PDP 


TYR 
i i n 


A 

AA 


777 
ill 


1 R ft77 
I O.O / / 


-1 474 
- I .*t / *f 


R7 74ft 
O/ . / fO 


1 00 


P5 77 


751 


PF1 


TYR 
i T n 


A 
AA 


777 
ill 


1 R 5ftn 

1 U.JOU 


0 7ft P 

O. / Oil 


RQ *^^5 

057. OOO 


1 00 


PP 5R 


759 

/ Ofc 


PFP 


TYR 
i i n 


A 

AA 


777 
ill 


1 5 A5Q 


-1 4P1 


Rft RQ*3 
oo.oyo 


1 no 


95 ftR 


75*3 

r JO 


P7 


TYR 


A 

rA 


777 
lit 


1 5 71 R 

1 O. / 1 o 


-0 PQQ 


RQ 4ft5 

OJ7.*tOO 


1 00 
• .00 


91. P5 


754 

1 OH 


OH 


TYR 


A 

A\ 


777 
iii 


"14 7P1 


-0 P7Q 


70 440 


1 00 

1 .uu 


P4 5ft 


755 


N 


PHF 


A 

AA 


77ft 
l 1 o 


1ft 5P7 

1 O.Zjc.1 


P R4Q 


R4 R1 R 
C+.O I 0 


1 00 
I .uu 


PO 1 Q 


75R 


CA 


PHF 


A 




1ft R77 

1 O.O/ / 


4 0Q1 


R4 7QR 

D*t. / 3D 


1 00 

1 -UU 


PP H 


757 

/Of 


c. 


PHF 


A 
AA 


77ft 
/ / o 


1 7 ftftft 

1 / .OOO 


4 57P 

H.Of ^ 


RR 01 Q 
00.0 1 57 


1 00 
I .uu 


1 Q 77 

I *7 . I 1 


/ oo 


V-/ 


PHF 


A 

AA 


77fl 
/ / o 


1 ft ^RQ 

1 O.OU3 


5 ^7T 

O.O/ o 


RR fl17 
00.0 1 / 


1 00 
1 .uu 


PO RQ 


75Q 

/ OJ? 


PR 


PHF 

inc. 


A 

AA 


77ft 


1 ft 


4 ft4^ 


CO KOfi 


1 00 
I .uu 


17 R1 

I f .0 I 


7R0 
• oo 


Pfi 


PHF 


A 

AA 


77ft 
/ / o 


1Q 170 

1 9. 1 / O 


4 Rft5 


RP ^ftO 


1 00 
1 .uu 


1Q 7ft 
13. / O 


7R1 

/ O 1 


pm 


PHF 

i n c 


A 

AA 


77ft 
/ / o 


iq mft 


^ R^^ 
o.ooo 


R1 4ft5 
O i .too 


1 00 
I .uu 


PR ftQ 


7RP 


php 


PHF 

rriL 


A 

AA 


77fl 
/ / o 


pn p^n 

£U.£OU 


5 5RQ 

O.OO \3 


RP P11 
Oi-.c. I I 


1 00 
I .uu 


P1 4Q 
c. I .Ho 


/ oo 


PF1 


PHF 
i n l_ 


A 


77ft 

I/O 


1 Q Qfi*} 


^ 474 

O.H/ H 


RO 4^P 


1 00 
I .uu 


P4 ftQ 


7R4 
/ oh 


PFP 


PHF 

i riL 


A 

AA 


77ft 
/ / o 


P1 1 51 


5 4n 

O.H f O 


R1 1Rft 
01. 1 00 


1 00 
1 .uu 


P1 QP 


7R5 
/ oo 


P7 


PHF 

i n c 


A 

AA 


77ft 

I/O 


pi mfi 

£ 1 . 0 1 o 


4 Ififi 

H.OOO 


RO P77 


1 00 
I .uu 


P5 PQ 


/ oo 


N 

IN 


Al A 


A 

AA 


77Q 

/ / O 


1 R R7P 

1 O.O / c. 


4 07Q 

H.\JI O 


RR 1RQ 
OO. 1 Oo 


1 00 
I .uu 


1 ft ft4 

1 O.OH 


7R7 

/Of 


OA 


Al A 

AAl AA 


A 

AA 


77Q 

/ / O 


1 5 ft^fi 

1 J.OOO 


4 41ft 


R7 ^07 
0 1 .00 / 


1 00 
I .uu 


1 ft Q4 

1 O.OH 


7fift 
/ oo 




Al A 

/A L_/A 


A 


77Q 

/ / O 


14 ftOR 
I t.ouo 


^ ^1 ft 

O.O < o 


R7 *3Q0 
0/ .000 


1 00 
1 .uu 


P^ P4 


7fiQ 

f OO 


o 


Al A 


A 

AA 


77Q 
i i <j 


14 714 


p 5m 


RR 471 
00.4/ i 


1 00 
1 .uu 


P1 ftft 
<1 1 .OO 


770 
/ / o 


PR 
ou 


ALA 


A 

AA 


77Q 

/ / O 


1 5 1 51 

1 O. 1 O 1 


5 7ft5 
o. / oo 


R7 0R^ 
Of .000 


1 00 
1 .uu 


1Q 00 
1 o.uu 


771 
# / i 


N 
in 


PRO 


A 

AA 


7ftn 

/ oo 


14 074 

1 *T.O / *T 


T PP4 


Rft 501 
00.00 1 


1 00 
1 .00 


P4 Oft 


77? 
tic 


CA 


PRO 
i nu 


A 

AA 


7ft0 
/ oo 


1*a 0R1 

1 O.OO 1 


P 17R 

^1 . I/O 


Rft R45 
oo.oto 


1 00 

1 .00 


PP 75 


773 


c 


PRO 


A 


780 


11 985 


2 260 i 


67 551 


1 00 


31 17 


774 


o 


PRO 


A 


780 


11.405 


1.242 


67.163 


1.00 


27.19 


775 


CB 


PRO 


A 


780 


12.506 


2.451 


70.039 


1.00 


23.42 


776 


CG 


PRO 


A 


780 


1 3.723 


3.011 


70.760 


1.00 


29.68 


777 


CD 


PRO 


A 


780 


14.122 


4.036 


69.731 


1.00 


19.66 


778 


N 


ASP 


A 


781 


1 1 .728 


3.465 


67.045 


1.00 


24.25 


779 


CA 


ASP 


A 


781 


10.722 


3.643 


65.995 


1.00 


30.35 
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TABLE 10 (continued) 



| THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 


ATOM 


| ATOM TYPE 


RESIDUE 


# 


X 


Y 


7 


one 

Www 


R 


ATOM 


780 


c 


ASP 


A 


781 


11 345 


3 803 


64 60fl 


1 nn 


Pft 45 


781 


O 


ASP 


A 


781 


10 666 


4 154 


63 631 


1 nn 


^1 54 


782 


CB 


ASP 


1 A 


781 


9 856 


4 854 

" . u w" 


1 66 3Pft 


1 nn 


*w n*3 


783 


CG 


ASP 


A 


781 


10 648 


6 14Q 


66 354 


1 nn 


4P R1 


784 


OD1 


ASP 


A 


781 


11 799 


6 152 

U.I vJ<— 


66 847 


1 nn 


T7 *^n 

O/ .ou 


785 


OD2 


ASP 


A 


781 


10 105 


7 175 


65 RQQ 


1 nn 


RR 

03.00 


786 


N 


LEU 


A 


782 


12 640 


3 528 


64 51ft 


1 nn 


P5 4P 


787 


CA 


LEU 


A 


782 


13 352 


3 654 


63 P64 


1 nn 


0*\ R1 


788 


C 


LEU 


A 


782 


14 483 


2 61Q 


6T PP1 


1 nn 


P5 P7 


789 


0 


LEU 


A 


782 


15 635 


2 8QQ 


63 54ft 


1 nn 


P1 Rn 

£. I .OU 


790 


CB 


LEU 


A 

9 % 


782 


13 907 


5 072 


63 134 


1 nn 


P5 ft1 


791 


CG 


LEU 


A 


782 


14 296 


5 483 


61 71ft 


1 nn 


PR 41 


792 


CD1 


LEU 


A 


782 

9 Ub 


13 086 


5 260 


60 ftP*3 


1 nn 

I .uu 


Q7 pn 
o/ .^u 


793 


CD2 


LEU 


A 


782 


14 693 


6 Q47 


61 RftP 


1 nn 

I .uu 


p^ p^ 


794 


N 


ILE 


A 


783 


14 117 


1 dm 


RP ft 44 


1 nn 

I .uu 


pn nn 


795 


CA 


ILE 


A 


783 


15 048 




RP 74P 


1 nn 
I .uu 


P1 ftO 


796 


c 


ILE 


A 

fx 


783 


15 144 

1 w - 1 *T*T 


-0 054 


R1 P5ft 


1 nn 
I .uu 


Pft Q7 


797 


0 


ILE 


A 


783 


14 125 


L/.0*+0 


en R4n 


1 nn 

I .UU 


07 m 

<i/ . I u 


I 798 


CB 


ILE 


A 


783 


14 son 




fiO 4Qfi 


1 nn 
I .uu 


1 Q ftft 


799 


CG1 


ILE 


A 


783 


14 240 


-0 55ft 


R4 Q57 


1 nn 
I .uu 


P*5 QQ 


I 800 


CG2 


ILE 


A 


783 


1 5 4Q1 




R9 ^74 


1 nn 
I .uu 


Pft ftQ 


801 


CD1 


ILE 


A 


783 


1 3 35fi 


-1 543 




1 nn 
I .uu 


pp ftp 


802 


N 


LEU 


A 


784 


16 346 


-n 041 


fin fiQn 

OU.DJ7U 


1 nn 
I .uu 


oa nn 


803 


CA 


LEU 


A 


784 


16 4Q6 


-n IRQ 


5Q P77 


1 nn 

I -UU 


0U.09 


804 


c 


LEU 


A 


784 


17 146 


-1 717 


5ft Q7Q 


1 nn 
I .uu 


PR PP 


805 


0 


LEU 


A 


784 


1 8 1 56 


-P 0Q5 


5Q 5ft^ 


1 nn 

I -UU 


97 Qft 
£.1.00 


806 


CB 


LEU 


A 


784 


17 PQ6 


n 71 5 


5fl 547 


1 nn 
I .uu 


c.1 .1 H 


807 


CG 


LEU 


A 


784 


1 6 753 


P 14ft 
c. i to 


5ft 5ftft 

JO. JOO 


1 nn 
I .uu 


Oft 


808 


CD1 


LEU 


A 


784 


17 61Q 


0.\JO\J 


57 R7ft 
3/ .D / O 


1 nn 
I .uu 


ou.oy 


809 


CD2 


LEU 


A 


784 


15 306 

I w. JUU 


p 1ftp 


5ft 14P 


1 nn 

I .UU 


*54 


I 810 


N 


ASN 


A 


785 


16.545 


-2.421 


58.022 


1.00 


37.87 


J 811 


CA 


ASN 


A 


785 


17.041 


-3.708 


57.537 


1.00 


34.28 


| 812 


C 


ASN 


A 


785 


17.310 


-3.491 


56.050 


1.00 


40.43 


| 813 


O 


ASN 


A 


785 


16.947 


-2.442 


55.492 


1.00 


32.88 


| 814 


CB 


ASN 


A 


785 


15.998 


-4.814 


57.720 


1.00 


43.78 


815 


CG 


ASN 


A 


785 


14.679 


-4.482 


57.058 


1.00 


39.05 


816 


OD1 


ASN 


A 


785 


14.644 


-4.013 


55.922 


1.00 


56.25 



562 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 

TT 


x 


Y 


z 


occ 

v/vv 


R 

LJ 


ATOM 


817 


ND2 


ASN 


A 


785 

ff ww 


13 584 

1 W • WW T 


-4 740 


57 758 

J/ . / xJVJ 


1 00 

1 .VJVJ 


55 74 


818 


N 


GLU 

VJ 1— VJ 


A 

rA 


786 

/ U W 


17 945 

If* w~ w 


-4 475 

■ • • f w 


55 419 

vJw - " 1 V? 


1 00 

1 .VJVJ 


37 34 

vJ / ,\J"T 


819 

W 1 W 


CA 


GLU 


A 


786 

# ww 


18 290 


-4 406 

■ •■WW 


54 001 

xJ^ . VJ VJ 1 


1 00 

1 .VJVJ 


41 84 

T 1 ■ W 1 


820 


c 

vj 


GLU 


A 


786 


17 137 


-3 983 


53 103 

\J\Jt 1 VJvJ 


1 00 

1 .VJVJ 


36 02 

VJVJ ■ VJ c 


821 


o 


GLU 

L_ VJ 


A 


786 


17 332 

1 / • VJVJ£_ 


-3 187 


52 190 

vJ4_. 1 C7VJ 


1 00 

i .vjvj 


37 52 


822 


CB 


GLU 


A 


786 

/ VJVJ 


18 829 


-5 753 


53 508 


1 00 

1 .VJVJ 


43 26 

"vJ . VJ 


823 


CG 


GLU 


A 


786 


20 141 


-6 218 

vj.c i vj 


54 140 

*J^T. 1 "\J 


1 00 

1 .VJVJ 


53 06 

vJ\J . VJ VJ 


824 


CD 


GLU 


A 


786 


19 987 


-6 714 

VJ . f 1 *T 


55 569 

vJsJ.nJVJ^ 


1 00 

1 .VJVJ 


52 1 8 

vJ£_ ■ 1 VJ 


825 


OE1 


GLU 


A 


786 


18 877 

1 KJ ,KJ f 1 


-6 622 


56 135 


1 00 

1 .VJVJ 


55 65 


826 


OE2 


GLU 


A 


786 


20 990 


-7 206 

1 - t-VJ VJ 


56 128 

xJVJ. 1 C- VJ 


1 00 

1 .VJVJ 


59 59 


827 

VJC I 


N 


GLN 


A 


787 

i w § 


15 945 

1 Vi www 


-4 515 
• . vj i vj 


53 360 

vJvJ. vJVJVJ 


1 00 

1 .VJVJ 


37 37 


828 

\J L— Vp/ 


CA 


GLN 


A 


787 

# w # 


14 757 

1 T * f W f 


-4 194 

T.I W I 


52 563 

\JCrn, ■ WWW 


1 00 

I > w w 


41 31 

1 ■ \J 1 


829 


c 


GLN 


A 


787 


14 403 

1 * « ~VJ VJ 


-2 705 

1 VJ vJ 


52 523 


1 00 

1 .VJVJ 


44 67 

T " ■ VJ f 


830 


o 

VJ 


GLN 


A 


787 


13 863 


-2 214 


51 529 


1 00 

1 .VJVJ 


39 36 

U>J.vJU 


831 


CB 


GLN 


A 


787 

f VJ / 


13 541 

1 w- *»/t 1 


-4 954 


53 094 

XJVJ . VJ <J T 


1 00 

1 .VJVJ 


39 63 

vj\j. VJvJ 


832 


CG 


GLN 


A 


787 


13 659 


-6 470 

VJ . ^ f VJ 


53 044 

vJ vJ . VJ " T 


1 00 

i .VJVJ 


54 67 

*^T. VJ I 


833 


CD 


GLN 


A 


787 

/ VJ / 


12 516 


-7 161 

/ ■ 1 VJ 1 


53 765 

«Jw. / VJ ^J 


1 00 

1 .VJVJ 


54 04 

vJ^T . VJ" 


834 


OE1 


GLN 


A 


787 


11 359 


-7 095 

/ . VJ <J vJ 


53 343 

vjo .w~vj 


1 00 

1 .VJVJ 


65 04 

VJvJ. VJ~ 


835 


NE2 


GLN 


A 


787 

/ VJ # 


12 835 


-7 819 

/ .VJ 1 vJ 


54 871 

vJ~ » VJ # 1 


1 00 

1 .VJVJ 


58 37 

^jvj.vj / 


836 

www 


N 


ARG 


A 


788 

/ ww) 


14 709 


-1 989 


53 600 

s^IKJ . VJ \J VJ 


1 00 

1 .VJVJ 


42 38 

• W^J 


837 


CA 


ARG 


A 


788 

# VJVJ 


14 379 


-0 570 

VJ ■ vJ / VJ 


53 680 

«-*vJ ■ VJVJVJ 


1 00 

1 .VJVJ 


46 01 

i VJ . VJ 1 


838 


c 


ARG 

Ml 1VJ 


A 


788 


15 474 


0 355 

VJ.*J\J<^ 


53 157 


1 00 

1 .VJVJ 


44 06 

I I .VJVJ 


839 

www 


o 


ARG 


A 


788 


15 307 


1 576 


53 123 


1 00 

1 .VJVJ 


43 28 


840 


CB 


ARG 


A 


788 


14 020 


-0 219 

VJ - £- 1 <J 


55 129 


1 00 

1 .VJVJ 


45 62 

~vJ. VJC 


841 


CG 


ARG 


A 


788 


12 956 


-1 149 


55 694 

WW «\> w" 


1 00 

f «wW 


51 99 

w 1 > w w 


842 


CD 


ARG 

r\i ivj 


A 


788 


12 554 


-0 827 

VJ . VJ / 


57 121 


1 00 

1 .VJVJ 


54 00 

vJ*T.VJVJ 


843 

U T VJ 


NE 


ARG 


A 


788 


11 834 


0 440 

V/. ~~ VJ 


57 238 

vJ # ■ t_ VJVJ 


1 00 

1 .VJVJ 


62 20 

VJt- » t_ W 


844 

W~ ~ 


CZ 


ARG 


A 


788 

/ vjvj 


11 303 


0 893 

VJ - VJ <J \J 


58 372 

%JVJ • W f £. 


1 00 

1 .VJVJ 


62 82 

VJC • VJ£- 


845 


NH1 

111 1 1 


ARG 


A 


788 


11 411 

1 1 « T 1 1 


0 184 

w.l 


59 490 

WW w w 


1 00 

1 ■ w w 


63 08 

WW. WW 


846 

vj~vj 


NH2 


ARG 


A 


788 


10 659 

1 \J • WW w 


2 052 

b • W Wb 


58 391 

WW»WW 1 


1 00 

1 • w w 


64 33 

V-l I . VJVJ 


847 


N 


MET 


A 


789 


16.589 


-0.226 


52.738 


1.00 


42.60 


848 


CA 


MET 


A 


789 


17.690 


0.563 


52.207 


1.00 


44.82 


849 


C 


MET 


A 


789 


17.687 


0.382 


50.697 


1.00 


44.81 


850 


0 


MET 


A 


789 


18.545 


-0.303 


50.143 


1.00 


41.79 


851 


CB 


MET 


A 


789 


19.013 


0.072 


52.791 


1.00 


47.11 


852 


CG 


MET 


A 


789 


19.047 


0.097 


54.307 


1.00 


38.54 


853 


SD 


MET 


A 


789 


20.519 


-0.711 


54.954 


1.00 


40.15 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


854 


CE 


MET 


A 


789 


20.192 


-0.603 


56.713 


1.00 


40.02 


855 


N 


LYS 


A 


790 


1 6.706 


0.990 


50.040 


1.00 


45.90 


856 


CA 


LYS 


A 


790 


16.575 


0.879 


48.591 


1.00 


49.64 


857 


C 


LYS 


A 


790 


17.686 


1.632 


47.883 


1.00 


52.38 


858 


O 


LYS 


A 


790 


18.423 


1.065 


47.073 


1.00 


56.13 


859 


CB 


LYS 


A 


790 


15.225 


1.435 


48.148 


1.00 


52.46 


860 


CG 


LYS 


A 


790 


14.047 


0.799 


48.844 


1.00 


50.21 


861 


CD 


LYS 


A 


790 


12.752 


1.440 


48.405 


1.00 


55.50 


862 


CE 


LYS 


A 


790 


11.583 


0.875 


49.176 


1.00 


54.17 


863 


NZ 


LYS 


A 


790 


10.334 


1.600 


48.845 


1.00 


57.04 


864 


N 


GLU 


A 


791 


17.782 


2.920 


48.194 


1.00 


54.04 


865 


CA 


GLU 


A 


791 


18.780 


3.817 


47.621 


1.00 


54.00 


866 


C 


GLU 


A 


791 


20.162 


3.174 


47.656 


1.00 


52.73 


867 


O 


GLU 


A 


791 


20.689 


2.887 


48.728 


1.00 


52.98 


868 


CB 


GLU 


A 


791 


1 8.792 


5.116 


48.427 


1.00 


61.18 


869 


CG 


GLU 


A 


791 


1 9.609 


6.246 


47.844 


1.00 


67.64 


870 


CD 


GLU 


A 


791 


19.632 


7.444 


48.769 


1.00 


74.88 


871 


OE1 


GLU 


A 


791 


18.547 


7.856 


49.241 


1.00 


78.04 


872 


OE2 


GLU 


A 


791 


20.733 


7.979 


49.017 


1.00 


77.72 


873 


N 


SER 


A 


792 


20.755 


2.947 


46.490 


1.00 


47.20 


874 


CA 


SER 


A 


792 


22.074 


2.326 


46.439 


1.00 


47.93 


875 


C 


SER 


A 


792 


23.177 


3.113 


47.168 


1.00 


45.20 


876 


O 


SER 


A 


792 


24.041 


2.507 


47.813 


1.00 


41.96 


877 


CB 


SER 


A 


792 


22.475 


2.064 


44.979 


1.00 


47.55 


878 


OG 


SER 


A 


792 


22.355 


3.235 


44.193 


1.00 


54.54 


879 


N 


SER 


A 


793 


23.153 


4.448 


47.077 


1.00 


41.56 


880 


CA 


SER 


A 


793 


24.175 


5.262 


47.746 


1.00 


34.71 


881 


C 


SER 


A 


793 


24.018 


5.190 


49.268 


1.00 


33.35 


882 


O 


SER 


A 


793 


25.009 


5.091 


49.988 


1.00 


30.89 


883 


CB 


SER 


A 


793 


24.100 


6.728 


47.289 


1.00 


36.41 


884 


OG 


SER 


A 


793 


22.859 


7.318 


47.626 


1.00 


41.06 


885 


N 


PHE 


A 


794 


22.774 


5.227 


49.739 


1.00 


32.63 


886 


CA 


PHE 


A 


794 


22.492 


5.165 


51.170 


1.00 


35.71 


887 


C 


PHE 


A 


794 


22.762 


3.762 


51 .725 


1.00 


35.32 


888 


O 


PHE 


A 


794 


23.256 


3.613 


52.839 


1.00 


33.54 


889 


CB 


PHE 


A 


794 


21.044 


5.564 


51 .447 


1.00 


42.64 


890 


CG 


PHE 


A 


794 


20.716 


5.627 


52.906 


1.00 


46.25 



564 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 

r « I ^X III ■ If 


RESIDUE 


# 

1 


X 

/A 


Y 


7 


occ 


B 


ATOM 


891 

WW f 


CD1 


PHE 


A 


794 


21 441 


6 457 


53 751 


1 00 


47 24 


892 

W W 


CD2 

XXXX ■■■» 


PHE 


A 


794 


19 714 

i w • » ■ r 


4 832 


53 442 


1 00 

1 .vU 


50 84 


893 

WW w 


CE1 

xx 7 1 


PHE 


A 


794 


21 176 

£— lair w 


6 495 


55 118 

*J*J . 1 1 O 


1 00 


52 49 


894 

\J w~ 


CE2 


PHE 


A 


7Q4 


19 441 


4 862 


54 805 


1 00 


5? 13 


895 


CZ 


PHE 


A 


7Q4 


20 177 

£»U- Ill 


5 fiQfi 


55 843 


1 00 


44 QP 


896 

\J w w 


N 


TYR 
■ lit 


A 


7Q5 


22 4? 5 


2 7^fi 


50 Q4P 


1 00 


31 QO 


897 

v w 9 


CA 


i TYR 
■ in 


A 


795 


22 687 

^■C . UU / 


1 355 


51 358 


1 00 

i .UU 


P8 QQ 


898 


c 

xx 


TYR 
i iii 


A 


795 


24 184 


1 ?n3 


51 510 


1 00 

1 .UU 


P5 10 


899 

www 


o 

xx 7 


TYR 
■ iii 


A 


795 


24 671 




5P 485 


1 00 

1 .UU 


PQ 55 


900 

WWW 


CB 

X™/ Lx 


TYR 

l 111 


A 


795 


22 183 




50 287 


1 00 

I .UU 


37 34 


901 

WW 1 


CG 


TYR 
i iii 


A 


7Q5 


22 478 


-1 07Q 


50 578 


1 00 

1 .UU 


40 PQ 


902 

w w 


CD1 

XX XX | 


TYR 


A 


795 


21 891 

C 1 • lx XX 1 


-1 730 


51 666 


1 00 


40 54 


903 

xx xx xx 


CD2 

X/ XX - 


TYR 


A 


795 


23 331 


-1 810 

1 . w 1 V/ 


49 753 


1 00 


42 80 

.UU 


904 

w w r 


CE1 


TYR 

i ill 


A 


795 


22 145 


-3 068 


51 923 


' l 1 00 

1 . \J\J 


42 21 


905 

W WW/ 


CE2 

XX 7 u» <■ 


TYR 

I ill 


A 


795 


23 592 


-3 154 


50 001 

JU.UU 1 


i 1 oo 


45 44 


906 

WW w 


CZ 

W <X_ 


TYR 

■ ill 


A 

fx 


795 


22 992 


-3 779 


51 087 

X 1 ■ UU f 


1 00 


44 14 
it . 1 1 


907 

WW # 


OH 

XjX | | 


TYR 

i ill 


A 


795 


23 225 


-5 116 

\J . 1 1 VJ 


51 323 

X 1 .X£-X 


1 00 


48 25 


908 

WWW 


N 


SER 


A 


796 

/ JU 


24 937 


1 757 


50 571 

JV.v// 1 


1 00 

1 .UU 


P4 54 


909 

XX XX w 


CA 

W # l 


SER 

XX x— I 1 


A 


796 


26 373 


1 631 
i i 


50 665 

XV. wx 


1 00 

1 .UU 


25 44 


910 

W 1 w 


c 


SER 

XX l__ | 1 


A 


796 


26 866 


2 323 


51 932 

X 1 . <J\JC 


1 00 

1 .UU 


28 08 


911 

W 1 1 


o 


SER 

w I — 1 1 


A 


796 


27 807 

C I .%J\J 1 


1 855 

1 .OJJ 


5? 569 


1 00 

1 .UU 


31 55 

O 1 .XX 


912 

W 1 x. 


CB 

XX LX 


SER 


A 


796 


27 053 


2 239 


49 439 


1 00 

I .UU 


32 47 


913 

^X 1 XX 


OG 

XX 7 Xxl 


SER 

XX x— 1 1 


A 


796 


28 460 


2 133 


49 564 


1 00 

1 .UU 


43 41 


914 

xx ■ i 


N 


LEU 


A 


797 

/ w 9 


26 239 


3 438 

V#. ~wL/ 


52 295 


1 00 

1 .UU 


25 1P 


915 

X/ I XX 


CA 

X/f » 


LEU 

k* X> XX 


A 


797 

f w * 


26 665 

>L.Vx* xx W W 


4 141 

™* 1 f 1 


53 503 

wW w kJ\J xx 


1 00 

1 >uu 


25 95 


916 

xx p xx 


c 


LEU 


A 


797 


26 302 


3 314 


54 736 


1 00 

1 .UU 


27 18 

. 1 u 


917 

W 1 i 


o 

X/ 


LEU 


A 


797 


27 044 


3 292 


55 716 

XX* i 1 «J 


1 00 

1 .UU 


PQ 1 3 


918 

W ■ XX 


CB 

XX LX 


LEU 

x— L_ \x 


A 


797 


26 010 


5 520 


53 603 


1 00 

1 .UU 


32 01 

UC . U 1 


919 

XX 1 XX 


CG 

WW 


LEU 

X— l_ XX 


A 


797 

9 <J 9 


26 631 


6 398 

w * www 


54 704 

Ww • 9 w~ 


1 00 

1 .UU 


30 49 


920 

XX *— - XX 


CD1 

XX W 1 


LEU 

x— 1— W 


A 


797 

i w / 


28 039 


6 772 

\J * 9 9 


54 291 

XX T . t_ W 1 


1 00 

1 .UU 


36 98 


921 


CD2 


LEU 


A 


797 


25.822 


7.646 


54.917 


1.00 


32.88 


922 


N 


CYS 


A 


798 


25.152 


2.650 


54.695 


1.00 


26.93 


923 


CA 


CYS 


A 


798 


24.736 


1.811 


55.810 


1.00 


28.14 


924 


C 


CYS 


A 


798 


25.681 


0.634 


56.017 


1.00 


24.65 


925 


0 


CYS 


A 


798 


25.953 


0.253 


57.157 


1.00 


25.73 


926 


CB 


CYS 


A 


798 


23.306 


1.308 


55.607 


1.00 


24.73 


927 


SG 


CYS 


A 


798 


22.054 


2.594 


55.812 


1.00 


32.75 
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TABLE 10 (continued) 



ATOM | i 


*TOM TYPE | 


RESIDUE | 


# 1 


X 


Y 


Z 




B 


ATOM 

W » 1 ^ttr III 


928 1 


N I 




A 


799 


26.181 


0.054 




i 00 I 


25.25 


929 1 


CA I 


LEU I 


A 1 


799 


27.124 


-1 .059 


EC AQyl 

55.uo4 


1 nn 


26 29 

C-\J . c—^j 




C I 


LEU I 


A | 


799 r 


28.387 


-0.603 | 


CC 7QO ! 
00. /O^ 


1 00 


27.01 


931 1 


0 [ 


LEU I 


A T 


799 [ 


29.047 


-1 .374 


OD. 441 


1 no 


27 73 


932 | 


CB I 


LEU I 


A r 


799 T 


27.492 


-1 .602 j 


0O.O04 


1 00 


28 72 


933 [ 


CG I 


LEU I 


A | 


799 T 


26.395 


-2.303 


CO Qft1 

5*:. obi 


1 00 

I .UU i 


35 76 

uv • * v 


934 1 


CP1 I 


LEU I 


A 1 


799 1 


26.980 


-2.774 | 


5 1 .0^4 


1 00 

1 .UU I 


38 62 


935 1 


CD2 I 


LEU I 


A 1 


799 1 


25.859 I 


-3.485 1 


CO CAH 1 


1 on 


34 72 


1 936 1 


N I 


THR I 


A | 


800 | 


28.743 [ 


0.655 


55. bin 


1 00 ! 


28 68 


1 937 1 


CA [ 


THR T 


A J 


800 1 


29.918 I 


1 .242 


ob. l^o 


1 on 


27 55 


938 1 


c I 


THR I 


A 1 


800 | 


29.636 I 


1 .394 


c"7 cio i 


1 00 

I ,UU | 


20 19 ! 


939 1 


0 | 


THR I 


A 


800 


30.487 I 


1 .090 


CQ A A~7 

5(5.44/ 


1 00 


28 87 ! 


940 


CB I 


THR I 


A 1 


800 j 


30.222 


2.620 


cc cr>o ! 
55.5Uo 


1 00 
I .uu 


37 30 


1 941 I 


OG1 | 


THR I 


A 


800 J 


30.660 I 


2.421 | 


CA t CO 1 

54.100 


1 00 


34 67 


942 


CG2 


THR I 


A J 


800 J 


31.290 | 


3.374 


cc ono 1 
Ob. out 


1 00 I 


32 14 ! 


943 J 


N I 


MET I 


A 


801 


28.442 


1.871 


noc i 

57.935 


t .uu 


°n 28 


944 J 


CA 


MET 


A J 


801 


28.063 


2.042 


en ooo 1 
59. ooo i 


1 00 


23 80 1 


945 


C 


met 


A 1 


801 


27.990 


0.679 


<?n ni7 
bU.u i / 


1 00 


25.24 | 


946 


0 


MET 


A 


801 


28.380 


0.535 


1 bl.i/o 


1 00 


23 42 


947 


CB 


MET 


A 


801 


26.705 


I 2.750 


59.4oy 


1 nn 

I .uu 


23 19 


948 


CG 


meF 


A 


801 


26.745 


4.207 


co nco 

j 5o.95o 


1 nn 

| I .uu 


1 25 74 


949 


io 


MET 


A 


801 


| 25.204 


5.075 


1 cQ O/IO 

1 5y.o4^ 


1 00 
1 .uu 


1 2964 


950 


ci 


MET 


A 


801 


24.118 


| 4.431 


1 CO C 

j 58. lib 


■ 1 nn 

I I .uu 


1 40 66 S 


951 


1 ^ 


TRP 


A 


802 


27.512 


-0.318 


i cn oon 


I 1 no 

l .uu 


I 27 17 I 


952 


| CA 


TRP 


A 


802 


27.352 


1 -1 .674 


CO QflA 

5y.oU4 


I 1 00 

1 .uu 


1 27 11 i 


953 


1 c 


TRP 


A 


802 


| 28.642 


| -2.297 


oO.o^o 


1 1 nn 

1 .uu 


I 28 77 


954 


0 


TRP 


A 


802 


28.617 


-3.235 


1 C-4 -1 OO 

bi.io£ 


1 nn 

! I -UU 


1 26 96 ' 


955 


CB 


TRP 


A 


802 


26.764 


-2.588 


CQ "700 

5o. /oo 


T 1 nn 

l .uu 


! 27 64 1 


956 


"1 CG 


TRP 


A 


j 802 


[25.504 -3.273 


1 Cft i7Q 

5y. 1 /O 


I 1 00* 
I I .uu 


1 29 69 


957 


CD1 


TRP 


A 


802 


25.309 


-3.977 


' Cf\ OA "1 

I o0.o4i 


I 1 nn 

i 1 .uu 


! 24 68 


958 


CD2 


TDD 

1 Hr 


A 

1 


! 802 


24.261 


-3.308 


58.475 


1.00 


1 27.66 1 


959 


NE1 


TRP 


A 


802 


I 24.019 


-4.441 


1 60.398 


1.00 


31.31 


960 


"] ci2 


TRP 


A 


802 


23.352 


-4.047 


59.268 


1.00 


31.04 


961 


CE3 


TRP 


A 


802 


I 23.822 


| -2.785 


1 57.248 


1.00 


I 37.29 


962 


CZ2 


TRP 


A 


802 


I 22.028 


-4.278 


58.874 


1.00 


31.47 


963 


"1 CZ3 


TRP 


A 


802 


22.503 


| -3.012 


56.855 


1.00 


| 25.61 


964~ 


I CH2 


TRP 


A 


802 


I 21.622 


-3.754 


57.670 


1.00 


33.86 



566 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


x 


Y 


z 


occ 


B 

!*■/ 


ATOM 


965 


N 


GLN 


A 


803 


29 772 


•1 775 

■ • W 9 W^ 


59 870 

ww t v * w 


1 00 

1 .WW 


27 01 

^ / . W 1 


966 


CA 


GLN 


A 


803 


31 066 

^/ 1 • ^# w w 


-2 280 


60 304 


1 00 

1 .WW 


29 15 


967 


c 


GLN 


A 


803 
www 


31 242 


-2 199 


61 810 


1 00 

1 .WW 


27 44 


968 


o 


GLN 


A 


803 
www 


31 895 

W 1 ■ www 


-3 052 

W. W W£» 


62 408 


1 00 

1 .WW 


26 00 

Cm\i .WW 


969 

w\** w 


CB 

^*** ■■»** 


GLN 


A 


803 


32 190 

1 w w 


-1 492 


59 648 

WW - v i U 


1 00 

1 .WW 


27 84 

C— 1 . W" 


970 

\s 9 w 


CG 

^/V*l 


GLN 


A 


803 

WWW 


32 293 


-1 680 

1 .www 


S8 

WO. I WW 


1 on 

1 .WW 


P7 

£ / .WW 


971 

W * 1 


CD 


i GLN 


A 


803 

WWW 


33 392 

WW> WWk 


-0 813 

W.W 1 w 


57 564 

W » . WW*T 


1 00 

1 .WW 


T7 Q8 

W# .*7Q 


972 

W 9 *— . 


OE1 


GLN 


A 


803 

www 


33 273 

WW. £- f W 


0 414 


57 508 
w / .www 


1 00 

1 .WW 


41 4Q 


973 

W 9 \J 


NE2 


GLN 

\*** l_i ^ 


A 


803 

www 


34 477 

W~ • ~ 1 1 


•1 446 

1 • 1 1 w 


57 145 

W 1 . 1 "W 


1 00 

1 .WW 


37 86 

W / .WW 


974 


N 


ILE 


A 


804 

w w~ 


30 683 

W W» WW w 


-1 163 

I.I WW 


62 424 


1 00 

1 .WW 


23 42 


975 


CA 

^*## \ 


ILE 


A 


804 

ww~ 


30 825 

WW ■ VJL—\J 


-1 016 

1 «W 1 w 


63 861 

WW. WW 1 


1 00 

1 .WW 


25 19 


976 


c 


ILE 


A 


804 


30 106 

WW* 1 WW 


-2 116 


64 658 

u i • v# ww 


1 00 

1 .WW 


22 21 


977 


o 


ILE 


A 

* * 


804 

w w~ 


30 737 


-2 795 


65 467 

W W m^T W / 


1 00 

1 .WW 


28 86 

/-•W.W w 


978 

w ■ \* 


CB 

bar* 


ILE 


A 


804 

w w~ 


30 353 

WWa WWW 


0 379 

w . w » w 


64 330 

w^. www 


1 00 

1 .WW 


25 31 


979 


CG1 


ILE 


A 


804 


31 085 

W 1 <www 


1 467 

■ .~w # 


63 531 

WW. WW 1 


1 00 

1 .WW 


27 19 


980 

W 7 \J \f 


CG2 


ILE 


A 


804 


30 639 

WW • WW W 


0 537 

W. WW # 


65 826 

w w. wtu 


1 00 

1 .WW 


29 31 

C W . W 1 


981 


CD1 


ILE 


A 


804 


30 774 


2 893 

t». WW w 


63 988 

WW. www 


1 00 

1 .WW 


29 28 

b W W 


982 


N 


PRO 


A 


805 

www 


28 790 


-2 309 

C . WW w 


64 455 

W" JJ 


1 00 

1 .WW 


22 89 

t Cm -WW 


983 


CA 

N**#* 


PRO 


A 


805 

www 


28 092 


-3 366 

W. WW w 


65 211 

ww.^ ■ ■ 


1 00 

1 .WW 


26 67 

cu. w • 


984 


c 

X** 


PRO 


A 


805 

www 


28 769 

C~- \J . 9 WW 


-4 716 


64 986 

w^. www 


1 00 

1 .WW 


25 60 

km.sJ. WW 


985 

w w^w^ 


o 

v*# 


PRO 


A 


805 

www 


28 815 


-5 568 

w. www 


65 879 

WW.W 1 w 


1 00 

1 .WW 


25 13 


986 

W V** w 


CB 


PRO 


A 


805 


26 686 

•w w • WWW 


-3 353 


64 602 

w » ■ w v£> 


1 00 

1 .WW 


22 17 

LI.. 1 f 


987 


CG 


PRO 


A 


805 

ww w 


26 531 

w > wvy 1 


-1 937 

1 ■ w w * 


64 165 

W^T « 1 WW 


1 00 


33 89 

v-/w . w w 


988 


CD 


PRO 


A 


805 

W w 


27 852 


-1 659 

1 - W V w 


63 522 


1 00 


25 28 

A_ w • A— w 


989 


N 


GLN 


A 


806 

v/ \y \j 


29 287 


-4 903 


63 773 

V/W« * 9 w 7 


1 00 

1 • w w 


29 12 

ww * I <W 


990 


CA 


GLN 


A 


806 

WW w 


29 971 


-6 144 


63 416 

WW* ■ 1 w 


1 00 - 

1 *ww 


28 65 

•ww > ww 


991 


c 


GLN 


A 


806 

\J WW 


31 202 


-6 364 

W • w w »^ 


64 259 

w i « tW ww 


1 00 

1 .WW 


30 22 


992 

W V *— 


o 


GLN 


A 


806 

www 


31 441 

w 1 • i r 1 


-7 478 

f ft T I W 


64 714 

w~ • / 1 ~ 


1 00 

1 .WW 


28 51 


993 


CB 


GLN 


A 


806 

www 


30 348 

w W ■ WT w 


-6 156 

w ■ 1 WW 


61 928 


1 00 

1 .WW 


33 89 

WW.W w 


994 


CG 


GLN 


A 


806 

www 


29 136 


-6 069 

w • W w 


61 024 

w 1 « wt>>~ 


1 00 

1 .WW 


40 04 


995 


CD 


GLN 


A 


806 


28.130 


-7.161 


61 .297 


1.00 


51 .23 


996 


OE1 


GLN 


A 


806 


27.651 


-7.316 


62.425 


1.00 


56.13 


997 


NE2 


GLN 


A 


806 


27.787 


-7.923 


60.260 


1.00 


58.14 


998 


N 


GLU 


A 


807 


31.986 


-5.312 


64.477 


1.00 


25.11 


999 


CA 


GLU 


A 


807 


33.174 


-5.446 


65.299 


1.00 


25.25 


1000 


C 


GLU 


A 


807 


32.775 


-5.606 


66.742 


1.00 


21.49 


1001 


O 


GLU 


A 


807 


33.476 


-6.286 


67.484 


1.00 


25.66 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



567 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


* > 

# 


X 


Y 


Z 


occ 


B 


ATOM 


5 


■* Ann 

1039 


CG 


LEU 


A 

A 


n a\ a 

811 


36.682 


-6.756 


68.897 


1.00 


36.08 




a n a f\ 

1040 


CD1 


LEU 


a 

A 


r\ A A 

811 


37.157 


-5.327 


69.075 


1.00 


28.22 




1041 


CD2 


LEU 


A 

A 


i~\ A A 

811 


37.849 


-7.707 


69.059 


1.00 


33.46 


10 


a r\ a s\ 

1042 


N 


GLN 


A 


812 


32.901 


-8.734 


71.184 


1.00 


24.63 




a\ f\ a r\ 

1043 


CA 


GLN 


A 


812 


32.052 


-8.840 


72.366 


1.00 


24.29 




A f\ A A 

1044 


C 


GLN 


A 

A 


812 


32.351 


-7.707 


73.363 


1.00 


28.28 


15 


A A A ^ m 

1045 


o 


X*X 1 * i 

GLN 


A 

A 


A\ A~\. 

812 


32.608 


-7.935 


74.553 


1.00 


26.02 


A /S A /V 

1046 


CB 


GLN 


A 

A 


812 


32.202 


-10.214 


73.030 


1.00 


31.81 




A /"\ A 

1047 


CG 


GLN 


A 

A 


812 


31 .752 


-11.335 


72.115 


1.00 


34.45 




1048 


x^n f-^» 

CD 


ft ftL 1 

GLN 


A 

A 


812 


31 .604 


-12.687 


72.810 


1.00 


43.12 


20 


A) r\ a r\ 

1049 


OE1 


GLN 


A 

A 


812 


31 .282 


-13.693 


72.162 


1.00 


48.46 




A f\ r i*\ 

1050 


NE2 


/-\ ■ ft\ t 

GLN 


A 

A 


812 


31.825 


-12.720 


—w a A A 

74.117 


1.00 


38.30 




1051 


N 


VAL 


A 

A 


813 


32.314 


-6.479 


72.851 


1.00 


23.00 


25 


A? r\ ^ r\ 

1052 


CA 


\ / a a 

VAL 


A 

A 


813 


32.547 


-5.274 


73.659 


1.00 


23.27 


A] ^\ ^ f\ 

1053 


C 


I / A 1 

VAL 


A 

A 


813 


31.539 


-5.173 


74.804 


1.00 


20.62 




A rtr A 

1054 


o 


ft. J Jk I 

VAL 


A 

A 


813 


30.342 


-5.422 


74.631 


1.00 


24.25 




A\ f\ ^ ^ 

1055 


CB 


VAL 


A 

A 


813 


32.452 


-4.002 


72.776 


1.00 


22.34 


30 


1056 


CG1 


% # A ft 

VAL 


A 

A 


813 


32.527 


-2.735 


73.626 


1.00 


22.21 




1057 


CG2 


1 # A ft 

VAL 


A 

A 


813 


33.564 


-4.017 


71 .777 


1.00 


20.16 




1058 


N 


SER 


A 

A 


814 


32.033 


-4.814 


75.984 


1.00 


21.62 


35 


1059 


CA 


SER 


A 

A 


814 


31.168 


-4.708 


77.141 


1.00 


22.92 


a\ n a*s ^\ 

1060 


c 


ft^ *™% 

SER 


A 

A 


814 


30.636 


-3.294 


77.308 


1.00 


21.08 




a r\ r\ a 

1061 


o 


r\ t™ i~\ 

SER 


A 

A 


814 


31.191 


-2.345 


76.763 


1.00 


22.56 




A f\ S** t~\ 

1062 


CB 


SER 


A 

A 


814 


31.931 


-5.094 


78.406 


1.00 


23.84 




a t*\ r> r\ 

1063 


OG 


SER 


A 

A 


814 


32.977 


-4.161 


78.643 


1.00 


27.14 




a\ r\ f\ a 

1064 


N 


aT\. 1 A 1 

GLN 


A 

A 


815 


29.549 


-3.174 


78.057 


1.00 


22.79 




a] f\ r* 

1065 | 


CA 


GLN 


A 

A 


815 


28.938 


-1 .882 


78.332 


1.00 


26.53 


45 


1066 i 


C 


GLN 


A 


815 


rtrt ft™ 

29.995 


-0.959 


78.945 


1.00 


24.03 


1067 


0 


GLN 


A 

A 


815 


30.083 


0.209 


78.590 


1.00 


XV XS /\ X*V 

23.00 




1068 


CB 


GLN 


A 

A 


815 


27.757 


-2.077 


79.304 


1 .00 


26.89 




i uoy 


Ova 


^1 Kl 


A 

A 


O -i c 

Bio 




-U.o 1^ 


79.802 


<J Art 

1 .00 


37.27 


50 


1070 


CD 


GLN 


A 


815 


26.399 


-0.002 


78.700 


1.00 


46.40 




1071 


OE1 


GLN 


A 


815 


27.072 


0.686 


77.927 


1.00 


49.69 




1072 


NE2 


GLN 


A 


815 


25.073 


-0.085 


78.618 


1.00 


48.97 


55 


1073 


N 


GLU 


A 


816 


30.806 


-1.498 


79.853 


1.00 


24.42 




1074 


CA 


GLU 


A 


816 


31.844 


-0.706 


80.527 


1.00 


24.69 




1075 


C 


GLU 


A 


816 


32.909 


-0.216 


79.555 


1.00 


21.73 



569 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 

1 1 | Xj»»» ■ w ■ 1 II 1« ■ 


RESIDUE 

1 1 w 1 l—X XV |__ 


# 

IT 


x 


Y 


z 


OCC 

Xipf x^ 


B 


ATOM 

9 * i WWW 


5 


1076 

1 W 9 W 


0 


GLU 


A 


816 

W 1 w 


33 384 

W**X ' XX XX w 


0 908 


79.674 


1 00 

■ ■ Xp* Xp* 


23.19 




1077 

1 XX 9 9 


CB 

x»x 


GLU 


A 


816 

xx i xx 


32 522 


-1.517 


81 634 

X^ ■ ■ Xp*" Xp*' ■ 


1 00 

■ • X** X*r 


27 58 




1078 

1 W » W 


CG 

%pT 


GLU 


A 


816 

W 1 w 


31 621 

W 1 •W** 1 


-2 014 

pb ■ vy i r 


82 759 

Xp>f • * X^ Xp' 


1 00 

■ • Xpr x^ 


32 90 

V*— m Xp»* Xpf 


1 u 


1079 

1 w * W 


CD 


GLU 


A 


816 

W 1 w 


30 595 

WW » w w w 


-3 052 

W ■ W WpW 


82 308 

Wppb • X<» X#» X^ 


1 00 

t m \f \mf 


38 95 

X^Xp* * XX \m* 




1080 

1 www 


0E1 


GLU 


A 


816 

w ■ w 


30 910 

WW • W 1 w 


-3 887 

W« WW f 


81 435 

XV 1 • ■ w 


1 00 

■ ■ X^ Xp* 


36 30 

Xp** w ■ Xp* 7 w 




1081 


OE2 


GLU 


A 


816 

W 1 w 


29 475 

b w • ~ / w 


-3 052 

w» w w&— 


82 861 

Wppbp W 1 


1 00 

1 p XX XV 


49 03 


15 


1082 


N 


GLU 

x^** lw xx* 


A 


817 


33 307 


-1 066 


78 606 

9 W » W X/ W 


1 00 

■ ■ W X/ 


21 48 


1083 

1 www 


CA 


GLU 


A 


817 

W 1 / 


34 301 


-0 666 

w • w \y w 


77 613 

9 9m \f 1 W 


1 00 

i m \y XX 


20 83 

mmmm X#r • XX XX 




1084 


c 


GLU 


A 


817 

W 1 § 


33 701 

WW* f W 1 


0 360 

w > www 


76 660 

* w p WWW 


1 00 

1 • W w 


20 85 

ppp XX • w XX 




1085 

I www 


O 

x_x 


GLU 


A 


817 

W 1 f 


34 348 

w~ • w~ w 


1 329 

1 • wc w 


76 299 

# W pfai X/ w 


1 00 

? ♦ w w 


23 00 

9mm W • W W 


20 


1086 


CB 


GLU 

\m* UpW 


A 


817 

W 1 * 


34 778 

W~» 9 9 \J 


-1 867 

1 • W W 9 


76 791 

/ W • 9 W 1 


1 00 

1 * w w 


22 67 

*■■ *mm • W 9 




1087 


CG 


GLU 


A 


817 


35 660 


-2 868 

■ WWW 


77 560 

/ 9 »www 


1 00 

■ ■ w w 


25 39 

mm. W ■ WW 




1088 


CD 


GLU 


A 


817 


35 826 


-4 193 


76 820 

9 W»W«wW 


1 00 

1 p WW 


33 69 

WW* w w 


25 


1089 


OE1 

vx/ *mm i 


GLU 


A 


817 

W 1 9 


34 971 

W^T ■ w / 1 


-4 524 

~* WpW 1^ 


75 961 

# w > w w * 


1 00 


30 03 

WW m WW 


1090 


OE2 


GLU 

\*xl l_ W/ 


A 


817 


36 801 


-4 917 


77 103 

9 9ml WW 


1 00 

1 -WW 


30 51 

WW • W 1 




1091 


N 


PHE 


A 


818 


32 469 


0 119 


76 224 

f \J tPPBPPP 1 


1 00 

1 • w w 


21 31 

mm, 1 a W ■ 




1092 


CA 


PHE 


A 


818 


31 805 


1 043 


75 304 


1 00 

1 • w w 


22 08 

(*L p WW 


30 


1093 


c 


PHE 


A 


818 


31 696 


2 467 


75 884 


1 00 

1 >w 


21 29 

p> 1 ■ mm, W 




1094 


o 


PHE 
iii i — 


A 


818 

U 1 u 


31 920 


3 460 


75 180 

/O.I w 


1 00 

I mW 


20 03 




1095 


CB 


PHE 

ill i— 


A 


818 


30 406 


0 528 


75 002 

# W ■ W Wfa 


1 00 

1 « w w 


23 06 

ix»W> WW 


35 


1096 


CG 


PHE 


A 


818 


29 513 


1 549 


74 373 


1 00 


22 01 


1097 


CD1 


PHE 

III L_ 


A 


818 


29 678 


1 914 


73 040 


1 00 


22 32 




1098 


CD2 


PHE 

III L_ 


A 


818 


28 514 

L— W * W 1 1 


2 156 


75 124 

/ Wp. 1 p^~ 


1 00 

■ ■ w w 


23 62 

*— w » w 




1099 

1 W w w 


CE1 


PHE 

III I— . 


A 


818 

V 1 V 


28 852 


2 869 


72 467 

* tmw *~W 9 


1 00 

1 ■ w w 


27 65 

9 • W W 


40 


1100 


CE2 


PHE 

I I 1 L* 


A 


818 


27 681 


3 116 


74 558 


1 00 

1 ■ w w 


28 88 

£pp» W » WW 




1101 


cz 


PHE 

1 II L^p 


A 


818 

W 1 w 


27 852 


3 471 


73 231 


1 00 

1 ■ w w 


22 16 

Ulpi • 1 w 




1102 

1 1 W 9mm 


N 


LEU 


A 


819 

U 1 & 


31 323 

W 1 «WbW 


2 556 

Cm ■ WWW 


77 154 

/ / * 1 W *^ 


1 00 

I ♦ W W 


21 31 

£— 1 ■ vx 1 


45 


1103 

1 1 WW 


CA 


LEU 

I— l— W 


A 


819 

W 1 W 


31 164 

W I.I w » 


3 857 

W • WW / 


77 812 

/ 1 m W 1 * — 


1 00 

1 -WW 


23 49 

mm, W P T W 


1104 

i i w^r 


c 


LEU 


A 


819 


32 445 

W ■ » i w 


4 699 


77 808 

/ f aWWW 


1 00 

1 ■ w w 


26 91 

«— w ■ w ■ 




1105 


o 


LEU 


A 


819 


32 394 


5 907 


77 557 

9 9m WW / 


1 00 

1 * w w 


20 81 

*— XX * w ■ 




1106 

t ■ XX XX 


CB 

X^ fc^ 


LEU 

tjv taw X»* 


A 


819 

XX ■ %X 


30.640 


3 655 


79.238 

■ Xp' ■ *p— Xp^Xp* 


1.00 


24.50 


50 


1107 


CG 


LEU 


A 


819 


29.199 


3.116 


79.294 


1.00 


23.57 




1108 


CD1 


LEU 


A 


819 


28.780 


2.812 


80.728 


1.00 


22.54 




1109 


CD2 


LEU 


A 


819 


28.256 


4.174 


78.693 


1.00 


27.51 


55 


1110 


N 


CYS 


A 


820 


33.586 


4.068 


78.087 


1.00 


22.87 


1111 


CA 


CYS 


A 


820 


34.870 


4.761 


78.087 


1.00 


26.80 




1112 


C 


CYS 


A 


820 


35.306 


5.082 


76.656 


1.00 


25.96 



570 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 

l l b^b» • %b* ^b» 


# 


X 


Y 

■ 


7 


OCC 


B 


ATOM 

/» 1 Wi » ■ 


1113 


o 


CYS 


A 


820 


35 858 


6 149 

w ■ ■ ^ w 


76 379 

* w« w * w 


1 00 


20 10 

•WW ■ 1 w 


1114 


CB 


CYS 


A 


820 

«W \J 


35 940 

W T^W 


3 895 

w • w w w 


78 748 

» w • * ■ w 


1 00 


27 46 


1115 


SG 


CYS 


A 


820 

W*W W 


35 550 


3 486 


80 454 

W W • T w» 


1 00 

• • w w 


33 20 

WW •■WW 


1116 


N 


MET 


A 

¥ » 


821 

W t- 1 


35 079 

W w • W f W 


4 151 

¥^ • 1 W 7 1 


75 739 


1 00 


18 27 


1117 


CA 


MET 


A 


821 

w«w i 


35 456 

WW* ■ W W 


4 420 


74 371 


1 00 

1 • W w 


20 73 

£»W • i W 


1118 

■ ■ i 


c 


MET 


A 


821 

ww i 


34 661 

W »• WW ■ 


5 603 

w • ww w 


73 811 

/ W*W 1 1 


1 00 


18 21 

1 w . C 1 


1119 


o 


MET 


A 


821 

W*— ■ 


35 186 

V-/ V-' • 1 w w 


6 383 

W« Ww 


73 031 

/ w » W w 1 


1 00 

1 "WW 


20 04 

•w W ■ W ™ 


1120 


CB 


MET 

1 ¥ 1 te 1 


A 


821 


35 238 

WW ■ 4WWW 


3 178 

Wa 1 f W 


73 520 


1 00 

1 .WW 


23 28 


1121 


CG 


MET 


A 

9 » 


821 


36 100 

W W« 1 W W 


2 003 

W • WWW 


73 934 


1 00 


26 12 


1122 


SD 


MET 


A 


821 


35 578 


0 506 

w . WW w 


73 031 

1 W*WW 1 


1 00 

1 * WW 


30 71 

WW • f 1 


1123 


CE 

k— 


MET 


A 


821 


36 127 

W W» ■ W * 


0 928 

W . W£— w 


71 492 

9 1 ■ I Vta 


1 00 

1 • w w 


17 04 

1 / ■ W~ 


1124 


N 


LYS 


A 


822 


33 403 

W^ W » »^W W 


5 748 

■W * * T 


74 210 

9 • «W I W 


1 00 

1 * w w 


22 26 

•WbW ■ bW w 


1125 


CA 


LYS 


A 


822 


32 595 

W *— ■ WW w 


6 856 

W - WwW 


73 684 

/ w»ww~ 


1 00 


21 99 

1 .Ww 


1126 

i i ^ 


C 


LYS 


A 

¥ 1 


822 


33 157 

V-/ W * 1 W r 


8 208 

W m £_» W W 


74 120 


1 00 

1 »ww 


23 71 

•WW* ¥ 1 


1127 


o 


LYS 


A 

¥ » 


822 

Vtf* ft* 


33 125 

^SW* 1 tWW 


9 182 


73 359 

# w • www 


1 00 

1 4 WW 


20 06 

•WW ■ WW 


1128 


CB 


LYS 


A 


822 

Vf/ A— 


31 123 

W 1 • • WW 


6 713 

w > # t w 


74 115 


1 00 

1 .WW 


24 02 


1129 


CG 


LYS 


A 

¥ » 


822 


30 164 


7 608 

9 m WW W 


73 337 

f w»ww# 


1 00 

1 ■ w w 


31 07 

W 1 * W f 


1130 


CD 


LYS 


A 


822 


28 727 

b> W « F W f 


7 077 

/ > W 9 ¥ 


73 410 


1 00 


38 28 

W W . £- W 


1131 


CE 

tan 


LYS 


A 


822 


28 155 

bWi 1 WW 


7 091 

* * W w 1 


74 822 


1 00 

1 -WW 


39 48 

W W^ T w 


1132 


NZ 


LYS 


A 


822 

w*-- bw 


27 958 


8 479 

m T i W 


75 331 

* w * WW 1 


1 00 

1 • w w 


42 42 

~*W • » 4W 


1133 


N 


VAL 


A 


823 


33 686 

WW* X> W W 


8 269 

w • >W W W 


75 339 


1 00 

1 .WW 


20 18 


1134 


CA 


VAL 


A 


823 


34 272 


9 515 

w • w ■ w 


75 815 

f W • W 1 w 


1 00 

1 > WW 


19 22 

1 W a*W.W 


1135 


c 


VAL 


A 


823 


35 541 


9 802 


75 028 


1 00 

■ • WW 


21 84 

■w I «w~ 


1136 


0 


VAL 


A 


823 


35 806 


10 939 


74.644 


1 00 

■ • w w 


21 05 

4W * • W \— ' 


1137 


CB 


VAL 


A 


823 


34 643 


9 439 


77 304 


1 00 

■ • w w 


19 35 

■ W ■ WW 


1138 


CG1 


VAL 


A 


823 


35 288 


10 747 

I W * ¥ » * 


77 725 

r 9 m 9 IbW 


1 00 

1 ■ w w 


18 41 

* W ♦ 1 


1139 


CG2 


VAL 


A 


823 


33 400 


9.182 


78 141 ' 


1 00 


23 25 


1140 


N 


LEU 


A 


824 


36.333 


8 766 


74.780 


1 00 


19 81 


1141 


CA 


LEU 


A 


824 


37.561 


8 950 


74 019 


1 00 

1 • w w 


20 73 

4WW * * W 


1142 


C 


LEU 


A 


824 


37.252 


9.452 


72.614 


1 00 


24 51 


1143 


0 


LEU 


A 


824 


38.054 


10.173 


72.021 


1.00 


21.96 


1144 


CB 


LEU 


A 


824 


38.371 


7.644 


73.976 


1.00 


21.13 


1145 


CG 


LEU 


A 


824 


38.943 


7.289 


75.355 


1.00 


20.69 


1146 


CD1 


LEU 


A 


824 


39.580 


5.921 


75.310 


1.00 


23.72 


1147 


CD2 


LEU 


A 


824 


39.978 


8.354 


75.784 


1.00 


21.59 


1148 


N 


LEU 


A 


825 


36.087 


9.098 


72.080 


1.00 


22.43 


1149 


CA 


LEU 


A 


825 


35.712 


9.582 


70.758 


1.00 


24.57 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 

to* 


ATOM 


5 


1150 


c 


LEU 


A 


825 


35 421 


11 068 


70 793 

/ W • / WW 


1 00 


22 02 




1151 


0 


LEU 


A 


825 


35 737 


11 773 


69 845 

W W w W I \J> 


1 00 

1 «Ww 


23 56 

to w ■ w w 




1152 


CB 


LEU 


A 


825 


34 480 


8 868 

• www 


70 206 

r w • to w w 


1 00 


19 15 


10 


1153 


CG 


LEU 


A 


825 


34 643 


7 542 

# ■ W 7 * to 


69 500 


1 00 

1 .V/W 


31 93 

W 1 . C7 




1154 


CD1 


LEU 


A 


825 


33 284 

W W * UU 1 


7 197 

# • • w r 


68 894 


1 00 


?8 ^fl 

L.O.OU 




1155 


CD2 


LEU 


A 


825 


35 718 


7 644 

» • W 1 1 


68 395 

WW . W<?%J 


1 00 


26 52 


15 


1156 


N 


LEU 


A 


826 


34 802 

W^ ■ • V W^bb 


11 529 


71 875 

9 \ m\J i W 


1 00 


18 07 


1157 


CA 


LEU 


A 


826 


34 507 

W ■ • WW * 


12 948 


72 046 


1 00 


20 16 

^W. 1 \J 




1158 


c 


LEU 


A 


826 


35 819 


13 741 


72 040 

/ to»w"w 


1 00 


23 8S 




1159 


o 


LEU 


\ A 


826 


35 886 


14 882 


71 572 


1 00 


23 Q5 


20 


1160 


CB 


LEU 


A 


826 


33 805 


13 171 

1 w* If 1 


73 384 

» «J.WW^ 


1 00 


21 07 

C 1 .U 1 




1161 


CG 


LEU 


A 

9 \ 


826 


33 603 

W W * WWW 


14 620 

1 r » Wa— W 


73 851 


1 00 


22 1^ 




1162 


CD1 


LEU 


A 

9 \ 


826 

W to W 


32 731 

W^b» • / W 1 


15 381 


72 850 


1 00 


P1 fiP 


25 


1163 


CD2 


LEU 


A 


826 

V«# W 


32 966 

Wto« www 


14 629 

1 * - W to w 


75 234 


1 00 




1164 


N 


LEU 


A 

9 » 


827 

W to r 


36 863 

WW- www 


13 114 

1 w ■ 1 1 1 


72 565 


1 00 


16 QQ 




1165 


CA 


LEU 


A 

9 \ 


827 


38 168 

WW • 1 WW 


13 734 


72 693 


1 00 


C \ .O l 




1166 


c 


LEU 


A 

9 \ 


827 

w to f 


39 134 

WW» 1 w 1 


1 3 226 


71 637 


1 00 


Crr. 1 w 


30 


1167 


O 


LEU 


A 


827 


40 340 

■ W • W 1 w 


13 255 

1 W . to W 


71 860 


1 00 


24 64 

t*T. W^r 




1168 


CB 


LEU 


A 

9 m 


827 

w to # 


38 737 


13 389 


74 081 


1 00 


pn PP 




1169 


CG 


LEU 


A 

9 \ 


827 


37 804 

w / ■ w 


13 622 


75 273 


1 00 

1 .\J\J 


97 QP 


35 


1170 


CD1 


LEU 


A 

9 \ 


827 


38 451 


13 115 

1 W ■ 1 1 w 


76 571 


1 00 


P4 44 


1171 


CD2 


LEU 


A 

r 1 


827 


37 471 

W / ■ ■ # 1 


15 111 


7^ 381 


1 00 


P1 00 




1172 


N 


ASN 


A 

9 \ 


828 

\J fc* 


38 638 

W\-J * W W' W 


12 797 

1 to. ■ / W * 


70 477 


1 00 


21 55 




1173 


CA 


ASN 


A 


828 


39 547 

WW* w™ f 


12 205 

1 tostoWW 


69 492 


1 00 


P6 ^4 


40 


1174 


c 


ASN 


A 

9 » 


828 


40 068 

1^ \J m WWW 


13 073 

1 w - \J t w 


68 343 


1 00 


P1 4a 




1175 


o 


ASN 


A 


828 


40 831 


12 604 


67 S01 


1 00 


p^ pp 




1176 


CB 


ASN 


A 


828 


38 896 

w*-/ ■ W w w 


10 940 

1 w * w~ w 


68 938 


1 00 

1 .WW 


?4 7^ 


45 


1177 


CG 


ASN 


A 


828 


39 862 

WW • W W t— 


9 775 

w * # / w 


68 868 


1 00 

1 .WW 


3Q 47 


1178 


OD1 


ASN 


A 

9 m 


828 

w to V 


40 751 

~ w ■ f w 1 


9 655 


69 711 


1 00 

1 .WW 


33 P7 




1179 


ND2 


ASN 


A 


828 

W to V-/ 


39 676 


8 891 

W - W W 1 


67 881 

w f . UU 1 


1 00 

1 .WW 


37 4P 




1180 


N 


THR 


A 


829 


39.675 


14.336 


68.330 


1.00 


20.94 


50 


1181 


CA 


THR 


A 


829 


40.088 


15.263 


67.283 


1.00 


23.18 




1182 


C 


THR 


A 


829 


40.174 


16.653 


67.881 


1.00 


24.51 




1183 


O 


THR 


A 


829 


39.279 


1 7.062 


68.623 


1.00 


20.61 


55 


1184 


CB 


THR 


A 


829 


39.047 


15.287 


66.125 


1.00 


27.14 




1185 


OG1 


THR 


A 


829 


38.876 


13.963 


65.609 


1.00 


27.76 




1186 


CG2 


THR 


A 


829 


39.512 


16.196 


64.987 


1.00 


27.52 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


T 

L 


OCC 


B 


ATOM 


5 


4 4 OT 

1187 


N 


ILE 


A 

1 " 


oon 

830 


A 4 OCC 

4 1 .255 


4 7 Ooo 
1 7.000 


OT OTO 

67.578 


4 nn 

1 .00 


no on 

23.20 




4 4 O O 

1188 


CA 


ILE 


A 

A 


oon 

830 


A 4. A4 a 

41 .41 0 


4 O TOO 

i o./ob 


oo nTO 

68.072 


4 nn 

1 .00 


on on 

22.29 




4 4 on 

11 89 


C 


ILE 


A 

A 


oon 

830 


A 4 Q"7C 

41 .o7o 


4 Ci CC4 

1 9.DOI 


oo non 

66.939 


4 nn 

1 .00 


oo no 

23.93 


10 


4 4 ftA 

1190 


o 


ILE 


A 

A 


oon 

830 


A O 0~7 4 

42.271 


4 n 4 TO 

19.176 


O O O T A 

65.874 


4 nn 

1 .00 


no no 

23.93 




4 4 f\4 

1191 


CB 


ii r" 

ILE 


A 

A 


830 


A O A OO 

42.428 


4 o Tnn 

18.799 


on ooo 

69.226 


4 nn 

1 .00 


O A OO 

24.86 




4 4 no 

1192 


CG1 


■i f - 
ILE 


A 

A 


o on 

830 


a o one 

43.805 


4 O OOO 

18.332 


O O T A A 

68.744 


4 nn 

1 .00 


OO CO 

22.58 


15 


4 4 00 

1193 


CG2 


ii r* 

ILE 


A 

A 


oon 

830 


A 4 O 4 A 

41.914 


4 t noo 

17.962 


to /i nn 

70.402 


4 nn 

1 .00 


OO A T 

25.47 


4 4 O A 

1194 


CD1 


ILE 


A 

A 


o on 

830 


A A OCP 

44.856 


4 O OOO 

18.368 


on oot 

69.827 


4 nn 

1 .00 


oo oo 

28.86 




4 4 r\ r~ 

1195 


N 


PRO 


A 

A 


no4 

831 


A 4 04 O 

41.818 


on OT 4 

20,971 


ot 4 on 

67.150 


4 nn 

1 .00 


oo o o 

23.63 




4 4 no 

1196 


CA 


PRO 


A 

A 


OO 4 

831 


A O O A f\ 

42.240 


04 n 4 n 

21.919 


OO 4 4 T 

66.117 


4 nn 

1.00 


oo no 

26.05 


20 


4 4 r\~r 

1197 


C 


PRO 


A 

A 


OO 4 

831 


A O TnT 


04 Tno 

21.796 


OO O O 4 

65.831 


4 nn 

1 .00 


on n 4 

30.91 




4 4 no 

1198 


o 


PRO 


A 

A 


O O 4 

831 


a a a n o 

44.496 


O 4 O 4 O 

21 .31 6 


OO OTO 

66.673 


4 nn 

1 .00 


ot oe 

27.25 




4 4 r\r\ 

1199 


CB 


PRO 


A 

A 


OO 4 

831 


A 4 OOO 

41 .888 


OO OTT 

23.277 


OO TOO 

66.732 


4 nn 

1 .00 


oo oo 

28.62 


25 


1200 


CG 


PRO 


A 

A 


O O 4 

831 


A n 7CO 

40.752 


oo noo 

22.925 


OT TOT 

67.707 


4 nn 

1 .00 


OO TO 

25.78 


4 n r\ 4 

1201 


o*r\ 

CD 


Don 

PRO 


A 

A 


OO 4 

831 


A 4 OOO 

41.368 


O 4 TO A 

21.704 


OO O jl 4 

68.341 


4 nn 

1.00 


OO TO 

28.72 




4 OAO 

1202 


N 


1 C" 1 1 

LEU 


A 

A 


O OO 

832 


A A 4 no 

44.126 


oo one 

22.225 


O A OOO 

64.636 


4 nn 

1 .00 


o 4 on 

31 .80 




4 nno 

1203 


CA 


i d i 
LEU 


A 

A 


oon 

832 


a o mo 

45.528 


no 4 on 

22.180 


n ji ooo 

64,238 


4 nn 

1 .00 


O A CO 

34.58 


oo 


4 on 4 

1204 


c 


1 CI 1 

LEU 


A 

A 


oon 

832 


At* A f\ A 

46.404 


no no a 

22.954 


oo n 4 o 

65.216 


4 nn 

1.00 


OO OT 

32.37 




4 nno 

1205 


o 


■ n i 

LEU 


A 

A 


832 


A —9 O 

47.558 


•no on 4 

22.591 


OO AAA 

65.444 


4 nn 

1.00 


oo on 

38.50 




1206 


CB 


1 CI 1 

LEU 


A 

A 


ooo 

832 


a e onn 

45.699 


on Ton 

22.760 


on oot 

62.827 


4 nn 

1 .00 


O A OO 

34.68 


35 


4 nnT 

1207 


CG 


i r*i i 

LEU 


A 

A 


ooo 

832 


At? 4 no 

45.108 


o 4 non 

21.920 


O 4 on 4 

61 .691 


4 nn 

1 .00 


o a no 

34.02 


4 nno 

1208 


o»r% 4 

CD1 


■ d i 
LEU 


A 

A 


ooo 

832 


a e nno 

45.298 


no oo a 

22.624 


on o a o 

60.342 


4 nn 

1 .00 


oa on 

34.39 




4 onn 

1209 


CD2 


■ i — 1 1 
LEU 


A 

A 


ooo 

832 


A o tot 

45.787 


on ooo 

20.563 


O 4 OOO 

61.686 


4 nn 

1 .00 


oo nT 

36.07 




4 O 4 n 

1210 


N 


i i i 
GLU 


A 

A 


ooo 

833 


A O OOO 

45.853 


O A f\4 n 

24.012 


oo too 

65.798 


4 nn 

1 .00 


OO A O 

33.46 


40 


H O 4 4 

1211 


CA 


GLU 


A 

A 


ooo 

833 


a o one 

46.605 


Oil O 4 T 

24.817 


OO TO 4 

66.751 


4 nn 

1 .00 


OO AO 

35.43 




4 04 o 

1212 


C 


mil 

GLU 


A 

A 


O OO 

833 


A O OTO 

46.379 


24.348 


OO 4 O O 

68.188 


4 nn 

1 .00 


ot no 

37.02 




4 o 4 o 

1213 


o 


f \ iii 
GLU 


A 

A 


ooo 

833 


a ey ooo 

46.866 


o vi non 

24.959 


on 4 >i o 

69.143 


4 nn 

1.00 


OA O T 

34.87 


45 


1214 


CB 


z~\ iii 
GLU 


A 

A 


ooo 

833 


a o non 

46.239 


oo on a 

26.304 


OO O 4 4 

66.611 


4 nn 

1.00 


a n o o 

40.38 


4 o 4 e 

1215 


CG 


i 1 1 

GLU 


A 

A 


ooo 

833 


A A TOO 

44.786 


oo ooo 

26.683 


oo n n 4 

66.901 


4 nn 

1 .00 


a o nn 

46.00 




4 04 /" 

1216 


CD 


GLU 


A 

A 


ooo 

833 


a o ono 

43.802 


no oon 

26.239 


oo ooo 

65.825 


4 nn 

1 .00 


on 4 o 

52.16 




i OH 7 
l£ 1 f 




oLU 


A 

A 


QOO 
OOO 


A A 04 4 

44.^1 1 


OC C/IQ 


RA QC7 
Ot.OD/ 


1 .UU 


aq no 


50 


1218 


OE2 


GLU 


A 


833 


42.607 


26.589 


65.943 


1.00 


50.96 




1219 


N 


GLY 


A 


834 


45.650 


23.249 


68.344 


1.00 


32.49 




1220 


CA 


GLY 


A 


834 


45.392 


22.741 


69.675 


1.00 


28.49 


55 


1221 


C 


GLY 


A 


834 


44.231 


23.479 


70.312 


1.00 


30.77 


1222 


0 


GLY 


A 


834 


43.649 


24.372 


69.705 


1.00 


29.05 




1223 


N 


LEU 


A 


835 


43.908 


23.102 


71.544 


1.00 


27.80 
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30 



35 



TABLE 10 (continued) 



7 hREE-D.MENS.ONAL COO RDjNj^ 



ATOM ATOM TYPE 



1224 
1225 



1226 



1227 

1228 

1229 

1230 

1231 

1232 

1233 



1234 
1235 



1236 
1237 



1238 



CA 



CB 
~CG 
CD1 
CD2 
N 
CA 



LEU 

Tiu 



LEU 



CB 



CG 
~CD 



LEU 

Tiu 
Tiu 
Tiu 

ARG 
ARG 
ARG 



NE 



ARG 
ARG 
ARG 
ARG 
ARG 



835 
835 
835 



42.812 I 23.691 



835 

835 

835 

835 

836 

836 



836 



43.325 | 24.754 
44.491 | 24J37 
42.119 | 22395 
41.4 38 I 21^461 
41.071 20.363 
40.200 | 21^995 
42,4 46 | 25.659 
42.83 9 I 26.695 
43.209 26.019 



836 
836 



1239 I 


CZ I 


ARG 


A 


1240 j 




ARG 


A T 


f 1241 | 


NH2 l 


ARG 


A I 


j 1242 | 


N 1 


SER 


A j 


1243 ' 


CA 


sIr ' 


A 


1244 


C 


SER 


A ~T 


1245 


o 


SER 


A 


1246 


j ci 


I iiS 


A 


1247 


OG 


SER 


A 



836 
836 
836 
836 





OCC | 


B ( 


ATOM 




72.297 j 


1.00 


31 .88 




73.267 1 


1.00 


OA A O 

30. 4y 




73.647 [ 


1.00 


28.71 




73.102 I 


4 f\f\ 

1 .00 ; 


Oft Af\ 




72.335 


1.00 ' 


31.10 




73.310 


[ 1.00 


I 29.92 




71.598 


1.00 


I 27.76 




73.685 


1.00 


33.09 I 




74.644 


1.00 


33.34 




j 75.973 


1.00 


37.41 



ii^rr^irT^r uooj 35.5s 



^ 27.673 74.872 1.00 37 62 



"41.1 29 28.268~~ I 73.591 1-00 J^j 
40.175 29.438 73.840 1-00 I 55.06 



40.858 
41 .461 



836 


41 .467 


836 


42.048 


837 


42.439 


837 


42.672 


837 


43.364 


837 


42.910 


837 


41.339 


837 


40.660 


838 


44.467 



40 



p 30.690 I 


74.181 1 


1.00 | 


65.30 I 


I 30.952 j 


75.339 [ 


1.00 I 


65.60 


I 30.059 I 


76.319 \ 


I.00I 


69.19 | 


I 32.127 


75.525 I 


1.00 J 


71.09 


24.994 


76.337 ' 


1.00 1 


28.39 


24.234 


77.557 


1 1.00 ' 


29.00 


22.924 


p77/l92 


1.00 


30.23 


21.851 


77.576 


1.00 


26.81 


23.933 


78.249 


j 1.00 


23.84 


25.131 


78.575 


1.00 


j 31.90 



23.007 



76. 



45 



50 



55 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




A I UM 


AI OM TYPE 


RESIDUE 


# 


X 


Y 




occ 


B 


ATA* t 

ATOM 


5 


4. OO 4 

1261 


CB 


THR 


a 

A 


ft OO 

839 


47.298 


O A ~7 A A 

21 .744 


OO il OO 

80.436 


A OO 

1.00 


O 4 O il 

31.84 




4 OOO 

1262 


OG1 


Tun 

THR 


A 

A 


o oo 

839 


A O A OO 

48.408 


OO il OO 

22.426 


"TO O C"~T 

79.857 


4 OO 

1.00 


OO OO 

38.66 




1263 


CG2 


THR 


A 

A 


839 


j "T 

47.766 


OO OOO 

20.939 


04 n An 

81 .643 


A OO 

1 .00 


OO OO 

35.08 


10 


W OO il 

1264 


N 


GLN 


A 

A 


ft An 

840 


il il il OO 

44.466 


OO "TO c 

20.725 


OO OOT 

80.337 


4 OO 

1.00 


n~i a o 

27.40 




4 OOO 

1265 


CA 


GLN 


A 

A 


840 


43.314 


OO OO c 

20.095 


oo nn a 

80.964 


1.00 


O^ *TO 

27.76 




4 OOO 

1266 


c 


GLN 


A 


840 


A O "TOO 

42.790 


A O OOO 

18.986 


80.059 


1 .00 


27.08 


15 


1267 


O 


GLN 


A 


840 


42.382 


A ~T OOO 

17.926 


80.534 


1 .00 


§*% A i A 

24.43 


4 OOO 

1268 


CB 


GLN 


A 


840 


il O 4 OO 

42.199 


O 4 4 OO 

21.106 


81 .205 


1.00 


29.57 




1269 


CG 


GLN 


A 

A 


840 


42.471 


OO A o-T 

22.127 


82.286 


1 .00 


46.45 




4 o "~ro 

1270 


CD 


GLN 


A 

A 


840 


il A OOT 

41.237 


22.957 


OO O il o 

82.640 


a nn 

1 .00 


cn o ~t 

53.97 


20 


1271 


0E1 


/"\ • a ■ 

GLN 


A 

A 


840 


40.747 


OO TC A 

23.754 


04 OOO 

81 .829 


A OO 

1.00 


OO 4 il 

56.14 




4 OTO 

1272 


NE2 


/~\ ■ A 1 

GLN 


A 

A 


ft A O 

840 


il O "TO O 

40.723 


OO ^oo 

22.763 


O O OOO 

83.852 


4 OO 

1 .00 


O 4 OO 

51 .09 




A n~Tn 

1273 


N 


PHE 


A 

A 


ft A A 

841 


il O OO 4 

42.821 


4 O OOO 

19.235 


78.757 


A OO 

1.00 


AT OO 

25.08 


25 


1274 


CA 


PHE 


A 


ft A A 

841 


il O O il o 

42.343 


a ft n a~t 

18.247 


1 » ^ — T O o 

77.788 


4 OO 

1.00 


OO OO 

25.20 


4 o^r 

1275 


C 


PHE 


A 


O A A 

841 


43.192 


An nnc 

16.985 


j j o 4 il 

77.814 


A OO 

1.00 


OO 4 —J 

22.17 




4 0~TO 

1276 


o 


nup 

PHE 


A 

A 


ft A A 

841 


il O OO A 

42.661 


A C O^ -4 

15.871 


j j ft O il 

77.804 


A OO 

1.00 


O il OO 

24.69 




1277 


CB 


PHE 


A 

A 


ft A A 

841 


il O O A O 

42.312 


4 O OOO 

18.858 


— T O O O 4 

76.381 


4 OO 

1.00 


O >l OO 

24.39 


30 


1278 


CG 


PHE 


A 

A 


f\ A A 

841 


42.136 


17.846 


75.275 


A OO 

1.00 


O C A ft 

25.18 




1279 


CD1 


PHE 


A 

A 


841 


40.857 


17.414 


74.898 


4 OO 

1.00 


26.95 




1280 


CD2 


PHE 


A 

A 


O A A 

841 


43.243 


17.288 


T il A t~\ 

74.642 


1 .00 


21.90 


35 


a r\r\ a 

1281 


/"» f— A 

CE1 


PHE 


A 

A 


ft A A 

841 


A o OOO 

40.690 


4 O il O O 

16.435 


-TO OOO 

73.898 


4 OO 

1 .00 


OO O 4 

22.61 


1282 


CE2 


r>LJ r~ 

PHE 


A 

A 


ft A A 

841 


J o OOO 

43.092 


4 O OOO 

1 6.309 


^O O il o 

73.645 


A OO 

1 .00 


O 4 O O 

21 .56 




4 O OO 

1283 


cz 


nur* 

PHE 


A 

A 


ft A A 

841 


A A ft A ft 

41.813 


A C OOO 

1 5.880 


"TO OT il 

73.274 


A OO 

1 .00 


OO ~T O 

23.75 




1284 


N 


GLU 


A 

A 


842 


A A C fSf* 

44.506 


A —j 4 c O 

17.155 


J 9 OOO 

77.855 


4 OO 

1 .00 


OO OO 

26.80 




A OOO 

1285 


CA 


GLU 


A 

A 


O A O 

842 


ac Ann 

45.423 | 


4 O 04 O 

16.012 


T / OOO 

77.905 


A OO 

1 .00 


OO OO 

30.80 




4 OOO 

1286 


C 


GLU 


A 

A 


ft A O 

842 


AC A C O 

45.156 


4 C A OO 

1 5.160 


"TO AAA 

79.144 


4 OO 

1 .00 


OT OO 

27.28 




4 O O "7 


o 


GLU 


A 

A 


ft A O 

842 


A C OOO 

45.093 


4 O OOO 

13.933 


TO O~70 

79.073 


4 OO 

1 .00 


OT "7*7 

27.77 


45 


A OOO 

1288 j 


CB 


GLU 


A 

A 


842 


A £+ O^O 

46.879 


■4 O il OO 

16.489 


—r—r OOO 

77.963 


A OO 

1 .00 


OO ~T O 

28.70 


1289 


CG 


GLU 


A 

A 


n in 

842 


A ~T "7 il O 

47.746 


4 C OO 4 

15.961 


—try ft c A 

76.851 


A OO 

1 .00 


OO o o 

50.83 




4 OOO 

1290 


CD 


GLU 


A 

A 


842 


il T CO~T 

47.567 


4 O "TOO 

16.720 


~7c c cn 

75.552 


4 OO 

1 .00 


O i o o 

54.53 






OC1 

Ufc 1 


Ol 1 | 


A 

A 


Q/1 O 


AO C\cn 

4o.Uoo 


1 f .Of d 


/0.40D 


1 .UU 


C"i AO 


50 


1292 


OE2 


GLU 


A 


842 


46.940 


16.166 


74.626 


1.00 


61 .75 




1293 


N 


GLU 


A 


843 


45.039 


15.820 


80.289 


1.00 


29.50 




1294 


CA 


GLU 


A 


843 


44.776 


15.123 


81.539 


1.00 


27.52 


55 


1295 


C 


GLU 


A 


843 


43.439 


14.385 


81 .472 


1.00 


29.29 


1296 


O 


GLU 


A 


843 


43.311 


13.263 


81.942 


1.00 


29.26 




1297 


CB 


GLU 


A 


843 


44.767 


16.110 


82.713 


1.00 


32.59 
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40 



45 



TABLE 10 (continued) 



Y 

46.149 
46.080 



IN COMPLEX W ITH PG 
Z 



45.229 
46.893 
42.439 



41.141 
41 .233 
40.770 
40.128 
38.737 



37.486 
36.074 



A j 


845 I 


41.860 


A| 


845 I 


42.001 


A 


845 j 


42.753 


A 


1 845 


i 42.335 


A 


845 


| 42.700 


A 


845 


42.609 



~845 I 43.039 

845 | 42.924 

845 43.763 

845 44.806 



845 43.578 

846 43.844 
846 44.605 



846 43.777 
~846 I 43.882 
45.863 



50 



55 



23.69 
24.43 
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TABLE 1 0 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 

x^ x^ V/ 


B 


ATOM 


1335 


c 


TYR 

■ ill 


A 

• * 


848 

x^ ■ x** 


40.336 

■ a ajar ^a» 


6.957 


79 707 


1 00 

1 • w w 


25 10 

W • I W 


1336 


o 


TYR 


A 


848 

%■* ■ x»* 


39.747 

x»* x^ ♦ * ■ ■ 


5.888 

x^ • x^x^ x^ 


79 586 

f x/ ■ xy W W 


1 00 

1 * WW 


24 91 


1337 


CB 


TYR 


A 


848 

w ■ w 


38 762 


8 913 

X^ ■ Xr ■ \J 


79 402 


1 00 

1 . \J\J 


22 98 

f r « w w 


1338 


CG 

x»#^ * 


TYR 

i tit 


A 


848 


37 683 

x»* » ■ V-** X»* Xp»* 


9 651 


80 152 

WW* 1 Wb 


1 00 


21 21 


1339 


CD1 


TYR 


A 


848 

x-/ *^w 


36 543 

X** X»* • T X^ 


8 975 

x^ ■ W f x^ 


80 595 

W W • www 


1 00 


21 26 


1340 


CD2 


TYR 


A 


848 

V ■ W 


37 816 


11 003 

1 1 • www 


80 459 


1 00 


21 12 


1341 

• x»» ■ • 


CE1 

X-«» 1 


TYR 


A 


848 

v** rx*# 


35 551 


9 624 


81 324 


1 00 


22 44 

fat- . T T 


1342 


CE2 


TYR 


A 


848 

Xa* ■ Xa* 


36 828 


11 665 

■ 1 m WWW 


81 191 

W 1 ■ 1 w 1 


1 00 


23 86 


1343 

■ >■# » x** 


CZ 


TYR 


A 


848 

x»» rx*» 


35 693 


10 968 

■ W ■ W WW 


81 619 

W 1 * W 1 w 


1 00 


28 65 


1344 

■ x** w r 


OH 

Xa»* ■ ■ 


TYR 

■ lit 


A 


848 

W T W 


34 686 


11 611 

1 1 ■ W 1 1 


82 319 


1 00 


23 47 


1345 

■ x»» ■ x»» 


N 


ILE 

f last 


A 


849 


41 581 


7 133 

9ml WW 


79 289 


1 00 

1 ■ w w 


23 21 

■ww . t_ 1 


1346 


CA 


ILE 


A 


849 

X«# T XS 


42 314 


6 019 

W v W ■ W 


78 714 


1 00 

1 • w w 


29 14 


1347 


c 


ILE 


A 


849 


42 566 

■ www 


5 060 

w» www 


79 879 

■ W 4 w * w 


1 00 

1 « WW 


30 21 

WW.w I 


1348 


o 


ILE 


A 

1 w * 


849 

W ¥^W 


42 446 


3 846 

\mfrn W W 


79 744 

# W ■ * 1 T 


1 00 

1 -WW 


26 87 

i— W- w I 


1349 


CB 


ILE 


A 


849 

X«» I 


43 654 


6 488 

w • rw xrf 


78 069 

» W « W WW 


1 00 

■ » w w 


29 35 

t— W • WW 


1350 


CG1 

Xa^ ^a^ 9 


ILE 

m Tmm ^am 


A 


849 

X»/ T X^ 


43 356 

* w ■ www 


7 281 


76 790 

# W • / WW 


1 00 


23 92 

•— W. V C 


1351 


CG2 

Xm*" X»*"l *W 


ILE 


A 


849 

W ■ W 


44 547 

W^T # 


5 291 

W* ^ W 1 


77 729 

t f • I bW 


1 00 


27 00 


1352 

■ X#*X«faBB> 


CD1 


ILE 


A 


849 

r x#* 


44 583 

i i • www 


7 816 

* • W 1 w 


76 109 

9 W« 1 WW 


1 00 

1 « w w 


22 76 


1353 


N 


ARG 


A 


850 

w w^ w 


42 889 

■ ■ WW w 


5 608 

w - www 


81 043 

W I • w~ w 


1 00 

1 .WW 


28 71 


1354 

■ X^ ■ 


CA 

x»*^ ■ » 


ARG 


A 


850 

V-/ X»»* W 


43 113 


4 753 


82 195 

W J— • t w w 


1 00 

1 « w w 


32 10 

Wt_- 1 w 


1355 

■ x**x**x»* 


c 


ARG 


A 


850 

W WW 


41 816 

T v • W 1 w 


4 078 

~« W f w 


82 611 


1 00 


29 94 


1356 


o 


ARG 


A 


850 

WXa* W 


41 824 


2 959 

• w w w 


83 107 

WW* 1 W 9 


1 00 

I ■ w w 


28 11 

LV all 


1357 


CB 


ARG 


A 


850 

x*# x»* \s 


43 672 


5 538 

' • x^x^x^ 


83 387 


1 00 

1 • w w 


35 86 

WW « WW 


1358 

■ x^x^x.* 


CG 

xa^ x*»*j 


ARG 


A 


850 

X.* X.* X/ 


45 100 


6 028 

X* • V/#vX^ 


83 221 


1 00 

I -WW 


40 68 

■ w • WW 


1359 


CD 


ARG 


A 


850 

x** xa* x^ 


45 662 


6.509 

x^ • x^ x^ x^ 


84 558 

X»* TvX^X^X^ 


1 00 

■ ■ w w 


46 12 


1360 


NE 


ARG 


A 


850 

Vp* x.* \s 


44.999 


7.702 


85 079 

w^*r ■ x^ # \J 


1 00 

1 • w w 


48 88 

» W • WW 


1361 


CZ 


ARG 


A 


850 


45.160 


8.924 


84 581 

Xy ■ » X^ Xi* ■ 


1 00 

P » x^ x«r 


47 54 


1362 


NH1 


ARG 


A 


850 


45.964 


9.121 


83 546 

x^x^«x^ ■ x^ 


1 00 

t * x^ x/ 


47 38 

■ * ■ WW 


1363 


NH2 


ARG 


A 


850 


44.515 


9.952 


85.115 


1 00 

■ ■ x^ x*» 


52 75 


1364 


N 


GLU 


A 


851 

Xa* X*» 9 


40.691 

■ \f « X^ X^ 1 


4.750 

W * ■ X^ X* 


82 408 

W&» ■ w W x^ 


1 00 

■ • w w 


26 26 

a- W » *■ W 


1365 


CA 


GLU 


A 


851 


39.428 


4.149 


82.798 


1.00 


24.07 


1366 


C 


GLU 


A 


851 


39.058 


3.010 


81.843 


1.00 


25.19 


1367 


0 


GLU 


A 


851 


38.480 


2.005 


82.269 


1.00 


27.72 


1368 


CB 


GLU 


A 


851 


38.325 


5.209 


82.851 


1.00 


29.75 


1369 


CG 


GLU 


A 


851 


37.158 


4.816 


83.735 


1.00 


32.34 


1370 


CD 


GLU 


A 


851 


37.559 


4.663 


85.207 


1.00 


48.72 


1371 


OE1 


GLU 


A 


851 


38.709 


5.013 


85.558 


1.00 


47.00 
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TABLE 10 (continued) 



ATOM I 


ATOM TYPE | 


RESIDUE 


# 


v 

A 


Y 
T 


7 l 


OCC 


B i 


ATOM j 


1372 


OE2 I 


y™v 111 

GLU 


A 

A 


OOl 


QC TOO 


4 202 i 


86.018 i 


1.00 


46.97 


1373 I 


N 


LEU 


A 

A j 


out 


OQ QQQ 


3 158 


80.562 j 


1.00 I 


23.97 I 


I 1374 I 


CA I 


LEU 


A 

A 


ood 


QQ 107 

oy. i <£/ 


2 104 


79.584 j 


1.00 


22.66 I 


I 1375 I 


C I 


LEU 


A 

A 


oco 
ood 




0 872 


79.992 T 


1.00 


30.81 


J 1376 I 


o I 


LEU 


A 

A 


O CO 

ODd 


oq /ion 1 
oy.4yu j 


_n 260 1 


79.844 ] 


1.00 


24.16 I 


1377 I 


CB I 


LEU 


A '! 

A 


oco 

ood 


ov.oid 


p c 4 7 J 


78.186 ! 


1.00 


22.80 I 


| 1378 I 


CG I 


LEU 


A 1 

A 


ODd 


OQ KQS, 


1 452 


77.115 T 


1.00 I 


25.24 | 


1379 


CD1 


LEU 1 


A 

A j 


00<1 


QQ 1QC I 

00. i yo 


0 Q39 1 


76.908 I 


1.00 


25.51 J 


| 1380 | 


CD2 | 


LEU 


A 1 

A 


O CO 

ood 


4U. I OD 


1 QQ6 


75.801 ~| 


1.00 


27.39 J 


1381 I 


N | 


ILE 


A 

A 


oco 
OOO 


/1 1 1 £7 


1 0Q6 I 


80 474 I 


1.00 


24.04 J 


1382 I 


CA I 


ILE 


A ! 
A 


OOO 


ap oor 


-0 021 I 


80.897 1 


1.00 


29.31 J 


1383 I 


c [ 


i i I 

ILE 


A 1 

A j 


oco 

853 


41 .odo 


_n 7R4 


82 035 


1.00 


28.39 


1 384 I 


o I 


ILE j 


A 1 

A 


oco 
853 


A-\ 97C 1 
41. dfO | 


-1 QQ4 I 


82 025 ! 


1.00 


28.22 


1385 J 


CB I 


ILE 


A 


oco 

853 


AQ VM P. 

40.41O 


n 4.R1 

U.*rD 1 


81 316 


1.00 I 


32.13 


1386 | 


CG1 | 


ILE 


A 

A 


O CO ' 

obo 


a a 1 crj J 
44. I OU 


0 Q76 


80.077 1 


1.00 


26.53 


1387 1 


CG2 


ILE 


A 

A 


oco 

853 


44.^1 £ 


U<UOw 


81 980 


1.00 


26.27 I 


1 388 


CD1 


ILE 


A 


O CO 

853 


4o.4yo 


1 fiPO 


80 364 


1.00 


29.29 


1389 


N 


LYS 


A 


854 


AH 77Q 

4U./ / 0 


-0 OP 5 


82 999 


1.00 


29.91 J 


1 1390 


CA 


LYS 


A 

A 


OCA 

854 


a n n*7n 
4U.U/U 


"U.DHJ 


84 121 


1.00 


27.78 J 


1391 


C 


LYS 


i A 

A 


1 OCA 

854 


QQ QCH 
OO.OO 1 


-1 4P8 


83 616 


1.00 


28.75 


1392 


o 


j LYS 


1 A 

j A 


OCA 

854 


OQ CRA 
00.004 


1 -P 51 5 


1 84 1 06 


I 1.00 


30.96 


I 1393 


I CB 


j LYS 


1 A 

A 


OCA 

854 


QQ CQA 

oy.oy4 


n aoa 


I 85 121 


1.00 


32.36 J 


1394 


I CG 


| LYS 


I A 

A 


OCA 

854 


A(\ CQC 

4u.oyo 


1 1C1 


1 85 839 


I 1.00 


32.65 


1395 


I CD 


LYS 


A 

1 A 


O04 


AO OAA 


i 2 199 


1 86.763 


1.00 


41.08 


1396 


I ^ 


F LYS 


1 A 

A 


OCA 

854 


A <4 1 CO 

41 .1 OO 


i ^ 004 
1 o.uut 


1 87 445 


1.00 


47.72 J 


1397 


J NZ 


1 LYS 


A 


854 


AO A~7n 

42.079 


*3 ROO 


i fifi 445 


! 1.00 


54.97 


1398 


N 


1 ALA 


1 A 

i A 


o c c 

855 


QQ i CA 

OO. 1 04 


| -0 ft7S 


1 82 634 


1.00 


25.66 


I 1399 


| CA 


I ALA 


A 


1 o cc 
OOO 


00. yo i 


I -1 561 


I 82 099 


1.00 


26.89 I 


1400 


I C 


ALA 


1 A 


o cc 

855 


07 AOO 

Of Add 


1 -P ftft7 


1 81 490 


1.00 


25.18 I 


1401 


0 


1 ALA 


1 A 

! A 


I o cc 

855 


QC 7C1 

OO. /O 1 


! -1Q14 


! 81 667 


1.00 


24.74 I 


1402 


T /~>D 


1 ALA 


A 


855 


36.292 


1 -0.698 


1 81.038 


1.00 


22.45 | 


1403 


N 


ILE 


A 


856 


38.543 


-2.853 


j 80.780 


1.00 


25.69 I 


1404 


1 CA 




A 


856 


39.079 


1 -4.051 


80.132 


1.00 


28.42 I 


1405 


C 


ILE 


A 


856 


39.473 


-5.061 


81.212 


1.00 


32.00 


1406 


1 ° 


I ^ 


A 


856 


39.232 


1 -6.258 


j 81.066 


1.00 


33.59 I 


1407 


CB 


ILE 


A 


856 


40.297 


-3.690 


79.258 


1.00 


31.03 


1408 


1 CGI 


I ILE 1 A 


856 


39.817 


-2.913 


78.024 


1.00 


25.53 



578 



EP 1 375 51 7 A1 

TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RF^ini IF 


it 

TT 


y 


Y 


7 


OL»L» 


D 
D 


ATPlM 
Ml \Jlv> 


140Q 




II F 


A 
M 


RRR 


41 orr 

t 1 .uou 


-4 QR0 
t .you 


7ft ftRA 


1 nn 


OQ 1 ft 


1410 


CD1 


II F 

ILtZ 


A 
M 


RRR 


40 Q40 
tu.ytu 


-P ^RP 


77 1R4 
/ / . I o*t 


1 nn 
I .uu 


P7 *5Q 


1411 


N 


HI V 

OLT 


A 
M 


RR7 

00/ 


40 OfiO 
tu.uou 


-4 RRQ 
t .ooy 


RP PQ4 
o^.^yt 


1 nn 
I .uu 


*V3 ftO 
00. 0£ 


141? 


CA 


f^l Y 
OLT 


A 


ftR7 
Oo/ 


40 47 R 
tu.t/ O 


-R 41 0 
"O.t I u 


ft*l QQ7 

00. oy/ 


1 .uu 


OA Rft 

o*f.oo 


141^ 

1 1 1 O 




fil Y 


A 
M 


ftR7 
Oo/ 


*3Q ^R 
oy.oto 


-fi 1 ^7 
0. I 0/ 


ft/l 1 HR 
o*t. I uo 


i nn 
1 .uu 


0/.00 


1414 

It 14 




OUT 


A 

M 


ftR7 
Oo/ 


QQ RRR 
oy .ooo 


-7 1 RR 
•/ . I Oo 


ftA 7AQ 
ot. / *ty 


1 nn 
1 .uu 


0/.D4 


141 R 

i *T 1 O 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 
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ATOM TYPE | 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 
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A 
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45.859 
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1.00 


33.43 
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CE1 


PHE 


A 


870 


44.004 


1.522 


76.496 


1.00 


29.82 
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CE2 


PHE 


A 


870 


45.996 


1.389 
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1.00 


33.14 
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CZ 
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TABLE 1 0 (co ntinued) 



IN COMPLEX WITH PG 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 
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Y 
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B 
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A 
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41.290 
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■ ■ XX XX 


25.15 
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0 
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A 
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1.00 

■ • XX XX 
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1559 


CB 
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A 
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0.047 

XX • xx ■ r 


66.954 

XX X#» a XX W I 


1 00 

■ • XX XX 


28 84 

i* XX • XX T 


1565 


CA 


LEU 


A 


876 


38.875 


0.282 


66.460 

XX XX • • XX XX 


1.00 


30 79 

XXXX ■ * XX 


1566 


C 


LEU 


A 


876 


38.587 

XX XX • XXXX 9 


1.794 


66.451 


1 00 

■ • XX XX 


31 46 

XX ■ a ■ XX 


1567 


0 


LEU 


A 


876 


38.047 


2.329 


65.479 


1 00 

* • XX XX 


28 53 

*■ XX • XX V 


1568 


CB 


LEU 


A 


876 


37.864 


-0.458 


67.333 


1.00 


29.92 


1569 


CG 


LEU 


A 


876 


36.369 

xx x^ « xx xx xx 


-0.362 


66.999 

xx xx • xx xx xx 


1.00 


36.08 


1570 


CD1 


LEU 


A 


876 


35.623 

XX XX • XX«BB» XX 


-1 .521 


67.641 


1 00 

■ • XX XX 


37 87 

XX * ■ XX » 


1571 


CD2 


LEU 


A 


876 


35.817 


0 960 

V « X* xx v 


67 493 

XX » • ¥ XX XX 


1 00 

» ■ XX XX 


34 23 

XX » ■ XX 


1572 


N 


LEU 


A 


877 

xx ■ ■ 


38.960 

XXXX • XX XX X< 


2.481 


67.525 

XX f »X#tBX# 


1 00 

■ ■ XX XX 


26 83 

*— • XX ■ XXXX 7 


1573 


CA 


LEU 


A 


877 


38.750 

XXXX* * XX VX 


3.926 

XX • X* «■■» XX 


67 590 

X** • » XX XX XX 


1 00 

■ « \x xx 


32 06 

V*-i • V xx 


1574 


c 


LEU 


A 


877 


39.517 

xx xx • XX ■ * 


4.622 


66.465 

W » ■ XX XX 


1.00 

■ « XX XX 


31 54 

XX 1 • XX I 


1575 


0 


LEU 


A 


877 


38.984 

XX V ■ V* XX ■ 


5.538 

X* » XXXX xx 


65.816 

W*X* ■ XX 


1.00 

■ ♦ XX XX 


27.43 

4— ¥ • • XX 


1576 


CB 


LEU 


A 


877 

XX * w 


39.191 

XX ^X • V XX 1 


4 472 


68 950 

XX XX • xX XX XX 


1 00 

I ■ XX XX 


28 40 

*— XX » TXX 


1577 


CG 


LEU 


A 


877 


38.327 

XXXX • XX«BB» ff 


4.058 


70 146 

* XX ■ ■ W x-/ 


1 00 

■ « xx xx 


33 60 

XXXX » XX XX 


1578 


CD1 


LEU 


A 


877 


38.892 

XX XX a XX XX 


4.669 

■ ■ X* XX X** 


71.418 


1.00 

9 * XX XX 


27 76 

* ■ * xx 


1579 


CD2 


LEU 


A 


877 


36.880 

w X* • X** X*^ X^ 


4.525 


69.941 


1.00 

■ ■ XX XX 


36.94 

XXXX • XX ■ 


1580 


N 


ASP 


A 


878 


40.765 


4.203 ; 


66.238 


1.00 


30.89 


1581 


CA 


ASP 


A 


878 


41.568 


4.782 


65.157 


1.00 


31.45 


1582 


c 


ASP 


A 


878 


40.853 


4.591 


63.829 


1.00 


33.06 


1583 


0 


ASP 


A 


878 


40.771 


5.522 


63.026 


1.00 


27.21 


1584 


CB 


ASP 


A 


878 


42.946 


4.113 


65.033 


1.00 


32.85 


1585 


CG 


ASP 


A 


878 


43.925 


4.541 


66.118 


1.00 


41.09 

■ ■ ■ XX XX 


1586 


OD1 


ASP 


A 


878 


43.584 


5.414 


66.944 


1.00 


34.77 


1587 


OD2 


ASP 


A 


878 


45.055 


3.994 


66.134 


1.00 


35.56 


1588 


N 


ASN 


A 


879 


40.356 


3.377 


63.588 


1.00 


23.23 


1589 


CA 


ASN 


A 


879 


39.665 


3.101 


62.334 


1.00 


29.88 


1590 


C 


ASN 


A 


879 


38.387 


3.907 


62.137 


1.00 


27.44 


1591 


O 


ASN 


A 


879 


37.949 


4.114 


61.006 


1.00 


28.18 


1592 


CB 


ASN 


A 


879 


39.367 


1.600 


62.197 


1.00 


30.74 


1593 


CG 


ASN 


A 


879 


40.637 


0.764 


62.168 


1.00 


34.40 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 

W 1 1 V^r III 


ATOM TYPE 


RESIDUE 


# 

IT 


X 


Y 


z 


OCC 


R 


ATOM 


1631 


CA 


VAL 


A 


884 


33 314 


8 771 


59 837 

WW . W W 1 


1 00 

1 .WW 


25 27 


1632 


c 


VAL 


A 


884 


33 474 


9 762 

w • * w^_ 


58 678 

WW . w / w 


1 00 

1 .WW 


22 87 

r r .W 1 


1633 


o 


VAL 


A 


884 

Www 


32 551 

W . ■ WW 1 


10 522 


58 359 

WW. WWW 


1 00 

1 .WW 


21 03 

C- 1 .WW 


1634 

1 W WT 


CB 


VAL 


A 


884 

\J w~ 


33 715 

ww. 9 1 w 


9 458 

w • ~ w w 


61 162 

W 1 . 1 Ul 


1 00 

1 .WW 


2fi 67 


1635 

I www 


CG1 


VAL 


A 


884 


33 064 

W W • W W T 


10 827 

1 W • Wb» / 


61 263 

W I -£-WW 


1 00 

1 .WW 


30 0^ 

WW. WW 


1636 


CG2 


VAL 


A 


884 

W W T 


33 274 

\J\J. C- f *T 


8 588 

w. www 


ftp m 

Wl.www 


1 00 

1 .WW 


PA SO 


1637 
• ww i 


N 


LYS 


A 


885 

U WW 


34 642 


9 757 

w. / w i 


S8 OSS 

wo. www 


1 00 

1 .WW 


^7 


1638 

I www 


CA 


LYS 


A 


885 

www 


34 886 


10 649 


56 926 

WW . w£-w 


1 00 

1 .WW 


2*3 75 

LW. / W 


1639 
i www 


c 


LYS 


A 


885 
www 


33 895 


10 401 

1 W.TW 1 


55 788 

WW. / WW 


1 00 

1 .WW 


P4 31 


1640 


o 


LYS 


A 


885 

www 


33 477 

W w • / / 


11 343 

II. WT O 


55 109 

WW. 1 WW 


1 00 

1 .WW 


23 94 


1641 

1 w 1 


CB 


LYS 


A 


885 

www 


36 309 


10 477 


56 418 

WW . t | w 


1 00 

1 .WW 


23 23 


1642 


CG 


LYS 


A 


885 

www 


36 681 


11 476 


55 335 

WW. www 


1 00 

1 .WW 


34 73 

W" . 1 w 


1643 


CD 


LYS 


A 


885 


38 164 

WW> 1 w^ 


11 383 

1 1 .www 


54 997 

W^. W W 1 


1 00 

1 .WW 


40 32 

T^W. wc 


1644 


CE 


LYS 


A 


885 


38 563 

WW. www 


12 449 

1 • T T W 


53 990 

WW. www 


1 00 

1 .WW 


45 17 

~ W • 1 / 


1645 


NZ 


LYS 


A 


885 

WWW 


40 031 

T^W.WW 1 


12 437 


53 725 

WW. / LW 


1 00 

1 .WW 


50 1 8 

WW. 1 w 


1646 


N 


GLN 


A 


886 

www 


33 513 

WW.W 1 w 


9 140 

W . 1 T W 


55 574 


1 00 

1 .WW 


20 06 

CW. WW 


1647 

1 W 1^ # 


CA 


GLN 

VJI LI Ti 


A 


886 

w w^ w 


32 547 

WC . W f 


8 829 


54 523 

W*T. Ws-W 


1 00 

1 .WW 


21 61 

C— 1 .W 1 


1648 

I w i w 


c 


GLN 


A 


886 


31 185 

W 1 • 1 WW 


9 358 

w. www 


54 940 

W^ . W w w 


1 00 

1 .WW 


20 55 

C\J . WW 


1649 

1 W~ w 


o 


GLN 


A 


886 

www 


30 423 

ww«^lw 


9 843 


54 104 

W ¥ . 1 W r 


1 00 

1 .WW 


21 72 


1650 

1 WWW 


CB 


GLN 

W LI T| 


A 


886 

www 


32 453 

\JL— > "WW 


7 319 

f . W 1 c 


54 275 


1 00 

1 .WW 


27 13 

C 1 . 1 w 


1651 


CG 


GLN 


A 


886 


33 795 

WW. 1 WW 


6 688 

w. www 


54 059 

W" . W W C7 


1 00 

1 .WW 


32 1 3 


1652 

1 W W 


CD 


GLN 


A 


886 

www 


33 718 

WW • § i \J 


5 402 


53 291 


1 00 

1 .WW 


45 67 

~ W . W 1 


1653 


OE1 


GLN 


A 


886 

w w w 


33 018 


4 467 


53 680 

WW .www 


1 00 

1 .WW 


52 55 

WL . WW 


1654 


NE2 


GLN 


A 


886 

Www 


34 453 

W ■ ■ ~w w 


5 337 

w* ww r 


52 185 

Wb • 1 WW 


1 00 

1 .WW 


51 53 

W 1 • WW 


1655 

1 ww V 


N 


LEU 


A 


887 

WW 9 


30 859 

w \J * www 


9 241 


56 226 

WW .r i r W 


1 00 

1 .WW 


18 60 

1 w.ww 


1656 

1 www 


CA 


LEU 


A 


887 

w w^ # 


29 591 


9 768 

w » r V^w 


56 707 

WW. 1 W 1 


1 00 

1 .WW 


19 89 

i w . w w 


1657 

1 W W / 


c 


LEU 
i — i — w* 


A 


887 


29 602 


11 309 

1 1 .www 


56 577 

WW . W / f 


1 00 

1 .WW 


21 61 

C— 1 .W 1 


1658 


o 

>✓ 


LEU 


A 


887 

ww / 


28 607 

t- W . WW » 


11 911 

I I .W 1 1 


56 172 

WW. 1 ' 


1 00 

1 .WW 


18 84 

1 w . w~ 


1659 

1 V W \S 


CB 


LEU 


A 


887 


29 363 

w • www 


9 362 

W . WWL 


58 163 

WW. 1 WW 


1 00 

1 .WW 


24 80 

C*T. WW 


1660 


CG 


LEU 


A 


887 


29 337 

b W • WW f 


7 867 

9 -ww f 


58 499 

WW • T \J W 


1 00 

1 .WW 


32 83 

W£- .WW 


1661 


CD1 


LEU 


A 


887 


28.908 


7.716 


59.961 


1.00 


30.42 


1662 


CD2 


LEU 


A 


887 


28.362 


7.129 


57.600 


1.00 


34.48 


1663 


N 


HIS 


A 


888 


30.722 


11.949 


56.922 


1.00 


20.58 


1664 


CA 


HIS 


A 


888 


30.834 


13.416 


56.812 


1.00 


19.88 


1665 


C 


HIS 


A 


888 


30.633 


13.886 


55.368 


1.00 


23.80 


1666 


O 


HIS 


A 


888 


29.931 


14.867 


55.107 


1.00 


21.80 


1667 


CB 


HIS 


A 


888 


32.205 


1 3.878 


57.303 


1.00 


21.04 
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ATOM I ATOM TYPE RESIDUE 



1668 

1669 

1670 

1671 

1672 

1673 

1674 



1675 
1676 
1677 



1678 
1679 



1680 
1681 



1682 



1683 

1684 

1685 

1686 

1687 

1688 

1689 

1690 

1691 



1692 
1693 



1694 



1695 



1696 
1697 
1698 



CG 
ND1 
~CD2 
CE1 
NE2 
N 

CA 



TABLE 1 0 (continued) 
THREE-DIMENSIONAL COORDINATES OF PR 

#~T~~7H y ^ 

HIS [A 

HIS A 

HIS A 

HIS A 

HIS A 

LEU A 

LEU I A 



IN COMPLEX WITH PG 



O 
CB 



CG 
CD1 



CD2 
N 



CA 



C 

"o 

CB 



CG 
CD1 
CD2 
CE1 
CE2 
CZ 



OH 
N 



CA 



O 
CB 



N 
CA 

"c 
o 

CB 
CG 



LEU 
LEU 
LEU 
LEU 

liu 



LEU 
TYR 
TYR 



TYR 
TYR 
TYR 



TYR 

TYR 

TYR 

TYR 

TYR 

TYR 

TYR 

CYS 



CYS 



CYS 



CYS 
CYS 
CYS 



LEU 

IIu 

LEU 

liu 
liu 
liu 



A 
A 
A 
A 
A 



32.338 
33.561 
31 .407 
33.378 



Z 

13.932 
13.960 



14.036 



14.080 



888 32.081 

889 | 31.248 
889 I 31.114 



14.129 
13.178 
13.550 



A 
A 



889 
889 
889 
889 
889 



29.679 
29.144 
32.056 
32.041 
32.298 



1 3.377 

14.251 

12.712 

13.046 

14.544 



889 I 33.118 

890 I 29.048 



12.204 
12.255 



890 27.668 



891 



891 
891 
891 
891 



26.732 
25.853 
27.237 
25.944 
24.71 3 
25.954 
23.522 
24.773 
23.562 
22.379 
26.938 



12.011 
13.091 



1 3.637 
10.601 
10.124 
10.641 
9.174 
10.221 
8.751 
9.278 



8.868 
13.417 



26.129 14.427 



26.253 
25.256 
26.547 
25.632 



15.813 
16.468 



OCC 
58.792 
59.424 



B 
1.00 
1.00 



ATOM 
19.68 
21.40 



14.505 
15.719 



892 
892 
892 
892 
892 
892 



27.480 

27.706 

27.148 

26.626 

29.194 

29.526 



59.768 1.00 20.80 



16.261 

17.577 

17.649 

18.691 

17.913 

19.338 



60.728 1-00 24.56 



60.964 



1.00 26.11 



54.426 
53.025 



1.00 | 22.67 
1.00 I 21.83 



52.530 
51 .854 
52.174 
50.683 
50.441 



21.54 
20.75 
20.66 
26.71 
27.37 



50.026 
52.874 



1.00 
1.00 



22.77 
19.92 



52.439 
53.022 



1.00 
1.00 



19.47 
22.05 



52.339 
52.890 



1.00 
1.00 



20.67 
19.20 



52.272 ] 


1.00 | 


27.69 j 


52.685 


1.00I 


26.53 j 


51 .250 


1.00J 


24.52 


52.095 


1.00 


30.01 


50.654 


1.00 


26.75 


| 51.083 


1.00 1 


33.34 


50.505 


1.00 


39.29 


I 54.291 


1.00 


I 19.66 


54.968 


1.00 


21.68 



54.324 I 


1.00 I 


20.24 J 


54.016 f 


1.00 


22.45 j 


56.440 I 


1.00 


22.87 | 


57.423 j 


1.00 


25.25 I 


54.122 


1.00 


21 .55 | 


53.528 


1.00 


24.47 


52.110 


1.00 


25.40 


51 .703 


1.00 


28.02 


53.529 


1.00 


24.44 


53.070 


1.00 


23.14 
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TABLE 1 0 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


2 


OCC 


B 


ATOM 


1705 


CD1 


LEU 


A 


892 


28.775 


20.349 


53.943 


1.00 


29.95 


1706 


CD2 


LEU 


A 


892 


31.029 


19.551 


53.163 


1.00 


28.07 


1707 


N 


ASN 


A 


893 


27.266 


16.558 


51 .353 


1.00 


23.21 


1708 


CA 


ASN 


A 


893 


26.702 


16.526 


50.002 


1.00 


23.92 


1709 


C 


ASN 


A 


893 


25.180 


16.641 


50.038 


1.00 


25.99 


1710 


O 


ASN 


A 


893 


24.592 


17.406 


49.284 


1.00 


27.51 


1711 


CB 


ASN 


A 


893 


27.037 


15.224 


49.263 


1.00 


27.01 


1712 


CG 


ASN 


A 


893 


28.363 


1 5.275 


48.562 


1.00 


29.03 


1713 


OD1 


ASN 


A 


893 


28.794 


1 6.335 


48.109 


1.00 


30.83 


1714 


ND2 


ASN 


A 


893 


29.004 


14.116 


48.421 


1.00 


29.90 


1715 


N 


THR 


A 


894 


24.543 


15.853 


50.896 


1.00 


25.80 


1716 


CA 


THR 


A 


894 


23.089 


15.871 


51.014 


1.00 


25.04 


1717 


C 


THR 


A 


894 


22.594 


17.211 


51 .529 


1.00 


24.51 


1718 


O 


THR 


A 


894 


21.518 


17.670 


51.147 


1.00 


28.41 


1719 


CB 


THR 


A 


894 


22.598 


14.741 


51 .958 


1.00 


22.97 


1720 


OG1 


THR 


A 


894 


23.051 


13.488 


51 .441 


1.00 


23.34 


1721 


CG2 


THR 


A 


894 


21.089 


14.729 


52.057 


1.00 


25.92 


1722 


N 


PHE 


A 


895 


23.395 


17.832 


52.390 


1.00 


23.12 


1723 


CA 


PHE 


A 


895 


23.072 


19.126 


52.983 


1.00 


23.28 


1724 


C 


PHE 


A 


895 


23.083 


20.188 


51 .878 


1.00 


26.81 


1725 


O 


PHE 


A 


895 


22.185 


21.022 


51 .808 


1.00 


27.75 


1726 


CB 


PHE 


A 


895 


24.113 


1 9.477 


54.049 


1.00 


22.97 


1727 


CG 


PHE 


A 


895 


23.848 


20.775 


54.766 


1.00 


20.82 


1728 


CD1 


PHE 


A 


895 


22.805 


20.892 


55.673 


1.00 


21.56 


1729 


CD2 


PHE 


A 


895 


24.632 


21.892 


54.497 


1.00 


25.72 


1730 


CE1 


PHE 


A 


895 


22.536 


22.104 


56.310 


1.00 


26.99 


1731 


CE2 


PHE 


A 


895 


24.374 


23.109 


55.126 


1.00 


28.83 


1732 


CZ 


PHE 


A 


895 


23.324 


23.217 


56.035 


1.00 


24.76 


1733 


N 


ILE 


A 


896 


24.104 


20.157 


51 .024 


1.00 


26.30 


1734 


CA 


ILE 


A 


896 


24.189 


21.112 


49.915 


1.00 


27.51 


1735 


C 


ILE 


A 


896 


23.068 


20.887 


48.886 


1.00 


30.83 


1736 


O 


ILE 


A 


896 


22.585 


21.834 


48.256 


1.00 


31.33 


1737 


CB 


ILE 


A 


896 


25.561 


21.018 


49.213 


1.00 


30.94 


1738 


CG1 


ILE 


A 


896 


26.643 


21.588 


50.133 


1.00 


31.10 


1739 


CG2 


ILE 


A 


896 


25.527 


21.750 


47.876 


1.00 


33.25 


1740 


CD1 


ILE 


A 


896 


28.031 


21.529 


49.540 


1.00 


42.81 


1741 


N 


GLN 


A 


897 


22.640 


19.637 


48.723 


1.00 


29.65 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



587 



EP1 375 517 A1 



TABLE 10 (continued) 



THREE-DIMENSIONa TcOORCM 

~ n occ 



ATOM I ATOM TYPE RESIDUE 



# 



1742 
1743 



1744 
1745 
1746 



1747 
1748 



1749 



1759 

1760 

1761 

1762 

1763 

1764 



1765 



1766 



1767 



1768 
1769 



1770 
1771 
1772 



1773 



1774 
1775 
1776 
1777 



1778 



CA 



CB 
CG 



CD 

oil 



NE2 



1750 | 


N 


1751 I 


CA 


1752 


C 


1753 1 


0 


1754 


CB 


I 1755 


I OG 


1756 


r n 


1757 


CA~ 


1758 


| C~ 



CB 
CG 
CD 
NE 
CZ 



NH1 



NH2 



N 



CA 



CB 
N 



CA 



CB 
CG 



CD1 



GLN 
GLN 



897 
897 



GLN 
GLN 
GLN 



GLN 
GLN 



897 
897 
897 
897 



897 



21.590 19.326 



19.288 \ 18.673 
21.951 I 18^040 
23.385 I 18.025 



47.752 
48.430 



47.800 
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TABLE 1 0 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 
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30.009 


25.578 


62.773 


1.00 


29.66 


1885 


N 


GLN 


A 


916 


31.622 


23.401 


60.923 


1.00 


26.34 


1886 


CA 


GLN 


A 


916 


32.848 


22.627 


60.843 


1.00 


23.29 


1887 


C 


GLN 


A 


916 


33.045 


21.567 


59.764 


1.00 


23.47 


1888 


O 


GLN 


A 


916 


34.190 


21.219 


59.480 


1.00 


24.44 


1889 


CB 


GLN 


A 


916 


33.101 


21.914 


62.180 


1.00 


29.83 
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TABLE 10 (continued) 
THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


1927 


CA 


LEU 


A 


921 


36.666 


17.144 


55.427 


1.00 


29.61 


1928 


C 


LEU 


A 


921 


37.946 


17.540 


54.707 


1.00 


30.39 


1929 


O 


LEU 


A 


921 


38.630 


1 6.695 


54.116 


1.00 


32.46 


1930 


CB 


LEU 


A 


921 


35.480 


17.314 


54.469 


1.00 


27.19 


1931 


CG 


LEU 


A 


921 


34.263 


16.472 


54.845 


1.00 


30.49 


1932 


CD1 


LEU 


A 


921 


33.102 


16.772 


53.931 


1.00 


31.06 


1933 


CD2 


LEU 


A 


921 


34.648 


14.981 


54.750 


1.00 


32.39 


1934 


N 


ALA 


A 


922 


38.271 


18.824 


54.743 


1.00 


28.14 


1935 


CA 


ALA 


A 


922 


39.474 


19.290 


54.081 


1.00 


29.10 


1936 


C 


ALA 


A 


922 


40.713 


18.854 


54.858 


1.00 


29.03 


1937 


O 


ALA 


A 


922 


41 .827 


19.063 


54.407 


1.00 


32.66 


1938 


CB 


ALA 


A 


922 


39.431 


20.802 


53.934 


1.00 


25.78 


1939 


N 


GLY 


A 


923 


40.517 


18.239 


56.025 


1.00 


30.49 


1940 


CA 


GLY 


A 


923 


41.654 


1 7.799 


56.821 


1.00 


30.14 


1941 


C 


GLY 


A 


923 


42.363 


18.923 


57.570 


1.00 


28.27 


1942 


O 


GLY 


A 


923 


43.565 


18.844 


57.827 


1.00 


35.23 


1943 


N 


MET 


A 


924 


41 .634 


1 9.975 


57.926 


1.00 


27.77 


1944 


CA 


MET 


A 


924 


42.237 


21.094 


58.641 


1.00 


31.40 


1945 


C 


MET 


A 


924 


42.021 


20.949 


60.147 


1.00 


28.03 


1946 


O 


MET 


A 


924 


41.716 


21.914 


60.846 


1.00 


31.74 


1947 


CB 


MET 


A 


924 


41.656 


22.412 


58.126 


1.00 


32.66 


1948 


CG 


MET 


A 


924 


41.757 


22.533 


56.622 


1.00 


42.63 


1949 


SD 


MET 


A 


924 


43.454 


22.403 


56.010 


1.00 


42.80 


1950 


CE 


MET 


A 


924 


44.203 


23.867 


56.804 


1.00 


43.49 


1951 


N 


VAL 


A 


925 


42.167 


19.715 


60.616 


1.00 


29.55 


1952 


CA 


VAL 


A 


925 


42.028 


19.354 


62.024 


1.00 


28.30 


1953 


C 


VAL 


A 


925 


43.041 


1 8.257 


62.292 


1.00 


31.38 


1954 


O 


VAL 


A 


925 


43.547 


1 7.632 


61 .360 


1.00 


28.00 


1955 


CB 


VAL 


A 


925 


40.620 


18.814 


62.362 


1.00 


27.98 


1956 


CG1 


VAL 


A 


925 


39.587 


19.919 


62.174 


1.00 


25.65 


1957 


CG2 


VAL 


A 


925 


40.310 


17.599 


61 .504 


1.00 


28.25 


1958 


N 


LYS 


A 


926 


43.319 


18.017 


63.568 


1.00 


28.65 


1959 


CA 


LYS 


A 


926 


44.299 


17.027 


63.972 


1.00 


27.13 


1960 


C 


LYS 


A 


926 


43.667 


15.795 


64.609 


1.00 


27.33 


1961 


O 


LYS 


A 


926 


43.332 


15.791 


65.790 


1.00 


26.71 


1962 


CB 


LYS 


A 


926 


45.275 


17.677 


64.949 


1.00 


30.31 


1963 


CG 


LYS 


A 


926 


46.273 


1 6.727 


65.570 


1.00 


36.48 
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TABLE 10 (continued) 





| THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG | 


5 


ATOM 


ATOM TYPE 


ncoi Ls\j c 




A 


v 

T 


"7 
C. 


UUU 


D 


ATOM 


! 1964 


CD 


Li O 


A 
M 


QOft 
y^O 


A*7 AAA 
If .1 44 


1 / .4b4 


bb.O/b 


1 .00 


yl O O c f 

42.65 




1 1965 


CE 


LY^ 

LI O 


A 


QOft. 


Afi H1 ft 
40. U I Q 


i b.4oy 


| b/.oOU 


A OO 

i .00 


45.66 




1 1966 


NZ 


1 Y«^ 

1— I o 


A 
r\ 


QOft 

y^o 


AQ QOA 
40.0O4 


■i ft C7Q 

i O.b/ o 


bb.4^4 


1 .00 


41 .46 


10 


! 1967 


N 


PRO 

i nv 


A 
r\ 


Q07 


AO AQA 

4o.4y4 


1 /I 70K 


CO DOC 

bo.o^O 


A OO 

1 .00 


oo o c S 

29.35 




ii 1 968 


CA 


PRO 
i n w 


A 
r\ 


Q07 


AO QQA 
4*£.oy4 


l O.0U4 


ca ocn 
b4.obu 


■4 OO 

1 .00 


OO TO f 

29.76 




1 1969 


c 


PRO 


A 
M 


Q07 


4o.oyu 




c c o a a 

65. 342 


A OO 

1.00 


32.65 


15 


! 1 970 


o 


PRO 


A 
r\ 




AC H7Q 


HO Qi7 


I cc noo 

bo.Uoo 


A OO 

1 .00 


O 4 CT I 

31.57 




1 1971 


CB 


PRO 


A 
M 


QO~7 


40 701 

4^. / 




CO A Hrt 

bo. 109 


A OO 

1 .00 


OO ■* ^ 

32.15 




I 1972 


CG 


PRO 

i nL/ 


A 
r\ 


Q07 


AO 7Hil 
4^. /U4 


■i o coo 


CA flCO 

j bi .952 


H OO 

1.00 


OO A O i 

33.46 




1 1973 


CD 


PRO 


A 
r\ 


Q07 


AO QQ7 
4o.OOY 


A A (Z.A7 

1 4.04/ 


i CO Af\A 

b^.4U4 


A OO 

1 .00 


OO O T 

29.87 | 


20 


1 1974 


N 

1 Tl 


1 FN 


A 
M 


QOft 

y^o 


/IO /MO 
4o.44^ 


l ^.4oo 


1 ca coo 
i bb.52o 


1 .00 


26.08 




I 1975 


CA 


1 PI 1 


A 
M 


qop. 
y^o 


AA Q7C 
44. 0/ D 


1 1 Q"7i 


07.467 


A OO 

1.00 


28.80 




1 1976 


c 




A 
r\ 


QOQ. 

y^o 


AA 01 Q 
44. 0 I o 


n n oqo 


1 b/.22o 


1 .00 


32.70 


25 


1977 


o 


1 Ft 1 


A 
M 


QOft 


AO OOC 
40.^0Q 


o one 

y.oUo 


67.126 


1 .00 


32.54 1 


1 1978 


CB 


1 Fl 1 


A 
M 


QOQ 

y^o 


44.UUD 


^ o i no 


68.920 


1.00 


28.21 




1 1979 


CG 


1 Fl i 


A 
M 


QOQ 


AO QQQ 


lo. /Uo 


en r*A a 

69.214 


1 .00 


27 AA \ 




1980 


CD1 

V> L» 1 


1 Fl 1 

LlU 


A 


QOQ 


>IQ CQQ 

4o.Doy 


l o.y46 


■7ft /inn 

70.690 


1 .00 


25.95 j 


30 


1981 


CD2 


1 Fl 1 

LCU 


A 
M 


OOft 

y^o 


40.00 1 


a a one 
14.oU0 


68.852 


A OO 

1.00 


on oo 

28.60 




1982 


N 


1 Fl 1 

LCU 


A 
M 


y^y 


AC /toe 
40.400 


y.7bo 


67.116 


1 .00 


r\r\ a a \ 

29.11 




1983 


PA 


1 Fl 1 


A 


QOQ 

y^y 


4o.£>b4 


o oon 

8.329 


66.855 


1 .00 


32.04 


35 


1984 
i ^»jt 




1 Fl 1 
LlU 


A 


QOQ 

y^y 


4b.oUl 


7.595 


67.966 


1 .00 


33.98 ! 


1985 




1 Fl 1 

LCU 


A 


QOQ 


>1 "7 OCD 

4/.^£>t5 


O A OC 1 

o.l 25 


68.526 


1 .00 


35.14 | 




1986 


CB 


1 Fl 1 
LCU 


A 
M 


QOQ 

y^y 


AO OQO 


o r\no 

o.uy^ 


65.525 


1.00 


30.80 




1987 


CG 


1 Fl 1 
LCU 


A 


QOQ 

y^y 


40. boy 


o ~jr\~r \ 
O.707 


64.281 


1 .00 


41.73 


40 I 


1988 

1 v V/ w 


CD1 

wL f I 


1 Fil 

LlU 


A 
M 


QOQ 

y-cy 


Ad CCQ 


Q C7Q 1 

o.O/o 1 


63.076 


a or\ 

1 .00 


37.07 




1989 


CD2 


1 Fl) 

llu 


A 
M 


QOQ 

y^y 


AA QQQ 

44.ouy 


Q rtOO 

o.U^ j 


o yl ooo 

64.023 


A OO 

1 .00 


38.20 




1990 




pup 
r nc 


A 


you 


40.O44 


C 007 1 

b.oo/ j 


OO ooo 

68.293 


1.00 


30.93 j 


45 I 


1991 


CA 


PHF 
i nc 


A 


Qon 
you 


AC enc 
4D.0U0 


c con 
O.OoU J 


on oho 

69.316 


1 .00 


36.94 




1992 


c 


PHF 
r nc 




Qon 
you 


/17 ACQ 

4/ .boy 


A 700 

4./O0 


OO TOO 

68.730 


1 .00 


37.82 | 




1993 


o 


PHF 
inc. 


A 
M 


qoh 
you 


4o.oyo 


4.419 


OO AAA 


A f\r\ 

1.00 


40.73 




1994 


CB 


PHE 


A 


930 


45.546 


4 589 i 


69 962 

V* V «<L/Ub 


1 00 


3*? Q8 1 


50 I 


1995 


CG 


PHE 


A 


930 


44.615 


5.212 


70.942 


1.00 


31.86 J 




1996 


CD1 


PHE 


A 


930 


45.035 


5.440 


72.248 


1.00 


27.98 




1997 


CD2 


PHE 


A 


930 


43.346 


5.613 


70.562 


1.00 


29.84 I 


55 


1998 


CE1 


PHE 


A 


930 


44.197 


6.063 


73.157 


1.00 


34.01 | 




1999 


CE2 


PHE 


A 


930 


42.496 


6.238 


71 .470 


1.00 


31.12 J 




2000 


CZ 


PHE 


A 


930 


42.922 


6.464 


72.765 


1.00 


31.58 I 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 

WW 


X 


Y 


2 


occ 


B 


ATOM 


2001 


N 


HIS 


A 


931 


47.580 


4.517 


67 434 


1 00 

• iVv 


39 64 


2002 


CA 


HIS 


A 


931 


48.622 


3 762 


66 764 

WW • # w~ 


1 00 

1 >ww 


43 59 

~\J .WW 


2003 


c 


HIS 


A 


931 


49 174 


4 515 


65 573 


1 00 

1 .WW 


45 74 


2004 


0 


HIS 


A 


931 

w v i 


48 430 

T W m ^W W 


4 988 

* w W W 


64 719 


1 00 

1 .WW 


48 72 


2005 


CB 


HIS 


A 


931 


48 065 


2 406 

l^W W 


66 347 

W • w ■ / 


1 00 

1 « w w 


41 38 


2006 


CG 


HIS 


A 


931 


47 460 


1 655 

I * www 


67 488 


1 00 


44 29 


2007 


ND1 


HIS 


A 


931 

W W 1 


48 185 

~W« 1 WW 


1 302 


68 605 


1 00 

1 .WW 


49 69 

*Tw . W w 


2008 


CD2 


HIS 


A 


931 


46 184 

« w ■ 1 W T 


1 276 


67 733 


1 00 


48 24 


2009 


CE1 


HIS 


A 


931 

w w i 


47 381 


0 741 


69 491 


1 00 

1 .WW 


50 45 


2010 


NE2 


HIS 

III Vp-* 


A 


931 


46 161 

~W« 1 w 1 


0 712 


68 986 


1 00 

1 .WW 


49 57 


2011 1 


N 


LYS 


A 


932 


50 496 


4 635 

~. Www 


65 550 

Vw* w ww 


1 00 

1 .WW 


50 39 


2012 


CA 


LYS 


A 


932 

V Vp> t— 


51 221 


5 314 

w» W 1 • 


64 486 


1 00 

I ■ WW 


56 63 

ww .ww 


2013 


c 


LYS 


A 


932 


50 976 

w w • w f W 


4 605 

■ ■ www 


63 161 


1 00 

1 ■ w w 


53 01 

WW • \J 1 


2014 


o 


LYS 


A 


932 


50 889 


3 363 

WW w 


63 224 

WW • 


1 00 


56 94 

ww. w^ 


2015 


CB 


LYS 


A 


932 


52 711 

W£» ■ f II 


5 303 


64 831 

w~ . V w 1 


1 00 


57 98 

W # .WW 


2016 


CG 


LYS 


A 


932 

W W*w 


53 169 

WW« 1 ww 


3 943 

w. 


65 342 


1 00 


61 12 


2017 


CD 


LYS 


A 


932 


54 581 

W~aWW 1 


3 972 


65 892 

WW *\m> <J ^ 


1 00 

1 « WW 


65 23 

Ww . W 


2018 


CE 


LYS 


A 


932 

W Wt— 


54 895 

w~« V w w 


2 685 

b« VI w w 


66 651 


1 00 


65 01 

WW • w 1 


2019 


NZ 


LYS 


A 


932 


54 769 

XS T • * WW 


1 469 

i « r \y w 


65 799 

W • 9 W W 


1 00 


63 73 

wW* / W 


2020 




LYS 


A 

9 ^ 


932 












2021 


C1 


STR 


A 




21 206 

1 • w W 


9 935 

w • w V w 


63 081 

w V-J ■ w \J I 


1 00 

1 >WW 


24 82 

fc^. wt. 


2022 


C2 


STR 


A 

9 


1 


21 241 


9 446 

w ■ 1 I w 


64 551 

W~.ww 1 


1 00 


23 75 


2023 


C3 


STR 


A 


1 


22 000 


8 125 


64 630 

W ¥ * WW W 


1 00 


25 95 

tv>. WW 


2024 


03 


STR 


A 




21.701 


7 301 


65 512 


1 00 

1 ■ w w 


31 79 

W 1 • I w 


2025 


C4 


STR 


A 


1 

' — - — 


23 118 


7 872 


63 734 


1 00 

1 • w w 


21 13 

b 1*1 w 


2026 


C5 


STR 


A 




23 453 


8 727 


62 785 


1 00 

1 • w w 


20 44 


2027 


C6 


STR 


A 


1 


24 697 

9^. » - W f 


8 443 


61 951 


1 00 


23 35 

*— W « Ww 


2028 


C7 


STR 


A 




24 449 


8 637 

Vy • WW 9 


60 443 


1 00 

■ • w w 


28 93 

b w * w w 


2029 


C8 


STR 


A 

9 1 


1 


23 789 

■■Wi ■ WW 


9 997 


60 098 

WW • W WW 


1 00 

1 • V W 


21 68 

1 ■ w w 


2030 


C9 


STR 


A 


1 


22 434 


10 095 

■ w ■ w w 


60 872 


1 00 

1 ■ w w 


20 21 

b W « b 1 


2031 


C10 


STR 


A 


1 


22.614 


10.023 


62.434 


1.00 


19.15 


2032 


C11 


STR 


A 




21.633 


11.354 


60.450 


1.00 


20.97 


2033 


C12 


STR 


A 




21.432 


11.434 


58.911 


1.00 


21.57 


2034 


C13 


STR 


A 




22.786 


11.404 


58.169 


1.00 


21.81 


2035 


C14 


STR 


A 




23.483 


1 0.060 


58.598 


1.00 


21.81 


2036 


C15 


STR 


A 




24.674 


9.918 


57.618 


1.00 


26.96 


2037 


C16 


STR 


A 




24.072 


1 0.450 


56.267 


1.00 


31.06 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM | 


ATOM TYPE~[ 


RESIDUE 


# 


X 


Y 


Z. ! 


nop 


R 


ATOM 


2038 I 


C17 I 


STR 


A 


_J L 


22.714 


11.149 




1 nn 




2039 I 


C18 [ 


STR 


A 


1 


23.659 


\d.o7f 


Gift 


1 nn 


20 57 


2040 


C19 [ 


STR 


A 


_J L 


23.427 


a a *~\ a a I 

1 1 .246 i 


CO AA7 


1 nn 


?1 41 i 


2041 | 


C20 ~T 


STR 


A 


_J L 


22.375 


12.388 


cr 7QH 

OO./ol 


1 nn 


p^ n7 


2042 T 


020 | 


STR 


A 


1 


23.212 j 


12.876 ! 




1 nn 


PQ 4ft 


2043 I 


C21 I 


STR 


A 


_J L 


21.009 


1 2.976 


CC QC7 


1 nn 

1 ,UU j 


pc; fi^ 

tJ.UO 1 


2044 I 


N I 


LEU 


B 


683 


60.447 


28.744 > 


l4./oU 


1 nn 
I .uu 


fi1 P4 


2045 I 


CA 


LEU 


B 


683 I 


59.070 


29.295 


A A Q7C 


1 nn 
l .uu 


rq Rn I 


2046 I 


C I 


LEU 


B 


683 I 


58.273 | 


28.573 [ 


lb.yoo s 


1 nn 
I .uu 


RR 94 


2047 


o f 


LEU 


B 


683 ! 


58.751 | 


27.612 


ID. ODD 


1 nn 
I .uu 


jo.u i ; 


I 2048 I 


CB J 


LEU 


B 


683 I 


58.346 J 


29.241 j 


^ O COO 

13.523 


i nn 


RQ AT7 


2049 


CG I 


LEU 


B 


683 I 


58.334 


27.934 




1 nn 

-UU 


R9 1Q 

DO. 1 CJ 


2050 


CD1 J 


LEU 


B 


683 I 


57.530 


26.865 


10.447 


1 nn 
I .uu 


R1 Q9 


J 2051 | 


CD2 I 


LEU 


B 


683 | 


57.728 


rtO OOH ' 

28.201 i 




i nn 

l .uu 


fi1 Q4 ! 


2052 J 


N 


ILE 


B 


684 


57.055 


29.045 | 




1 nn 
I .uu 


R7 np 


I 2053 


CA 


ILE 


B 


684 


56.194 


28.468 


H 7 Ovl >1 

1 7.^44 


1 nn 
I .uu 


4ft QQ 

H-0.?7i? J 


2054 


C 


ILE 


B 


684 


55.519 


27.152 


H C OOO 
1 D.O^O 


1 nn 
I .uu 


4ft 7fi 


2055 


O 


li 


B 


684 


,_ a — » — » ^m. 

54.990 


27.044 


•i C TO/1 

1 5.7^4 


1 nn 
1 .uu 


41 49 


2056 


CB 


ILE 


B 


684 


55.094 


29.468 


17.Dol 


1 nn 

j 1 -UU 


R4 QQ ^ 


2057 


j CG1 I 


ILE 


B 


684 


55.718 


30.827 


17.971 


i nn 
1 .uu 


CA 7Q i 


2058 


CG2 


li 


B 


684 


54.296 


28.933 


1o.oi5 


•i nn 
1 .UU 


AQ 7 A 


2059 


CD1 


ILE 


B 


684 


56.677 


30.804 


a r\ a Ad 

19.143 


s -l nn 
1 1 .UU 


1 o*t.y*t | 


2060 


I N 


| PRO 


B 


685 


I 55.532 


26.135 


17. /1U 


1 .UU 


4P 9fi 


2061 


CA 


PRO 


B 


685 


| 54.912 


j 24.837 


A~T A OA 

1 17.4^:4 


1 nn 
1 .uu 


4P P9 


2062 


c 


PRO 


B 


685 


53.443 


25.058 


H "7 HO/1 


1 nn 
I .uu 


41 pn 


2063 


o 


PRO 


B 


685 


| 52.741 


25.801 


17.7oU 


1 nn 
I .uu 


07 1C 

O / . I o 


2064 


I CB 


PRO 


B 


685 


55.095 


I 24.082 


^ Q "70Q 


1 nn 
l .uu 


1 A A QQ 


2065 


CG 


PRO 


B 


685 


56.412 


24.638 




s 1 nn 
l .uu 




2066 


] CD 


j PRO 


B 


685 


56.116 


j 26.115 


jy.Ub/i 


1 nn 

j 1 .uu 


4R PQ 


2067 


N 


PRO 


B 


686 


52.948 


24.395 


1 lD.u^y 


1 nn 
1 .uu 


i 97 4fi 

1 Of .H-O 


2068 


1 CA 


I PRO 


B 


686 


I 51.549 


24.575 


1 15.644 


1 1 00 


or - a r\ 

35.10 


2069 


1 C 


1 PRO 


B 


686 


50.533 


24.458 


16.783 


1.00 


29.47 


2070 


I ° 


1 PRO 


B 


686 


49.675 


25.317 


16.919 


1.00 


28.34 


2071 


1 CB 


1 PRO 


B 


686 


51.364 


23.520 


14.549 


1.00 


37.20 


2072 


1 CG 


1 PRO 


B 


686 


52.417 


22.466 


14.906 


1.00 


39.30 


2073 


1 CD 


1 PRO 


B 


686 


53.579 


23.402 


15.146 


1.00 


39.17 


\ 2074 


T" N 


1 LEU 


B 


687 


50.641 


23.423 


17.607 


1.00 


27.64 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




AI UM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


B 


JL T~ A^"\. ft A 

ATOM 


5 


2075 


CA 


LEU 


B 


687 


49.680 


A A A f J 

23.254 


mi A A A. 

18.698 


A A A*** 

1.00 


29.33 




2076 


C 


LEU 


B 


687 


a a Ar/> 

49.656 


24.470 


A A A A A 

19.623 


1.00 


Am* At*. *** mm* 

32.07 




2077 


O 


LEU 


B 


687 


j A AAA 

48.603 


A ^ A t - ^ 

24.851 


AW** Am. m mm At 

20.154 


1.00 


Am*. Aft* Am* Am. 

29.30 


10 


2078 


CB 


LEU 


B 


A A^V 

687 


j A A A -4 

49.991 


A J A A A 

21.982 


A Am* A gm* *m* 

19.489 


1.00 


jm* Am* Am* A**- 

29.35 




a, a^ta 

2079 


CG 


LEU 


B 


A A ^« 

687 


J A A A A 

49.030 


«A ^ A A 4 

21 .634 


20.640 


1.00 


28.23 




2080 


CD1 


LEU 


B 


*m* J-\ 

687 


47.590 


21.521 


20.135 


1.00 


34.54 


15 


a a a «i 

2081 


CD2 


LEU 


B 


687 


49.476 


20.327 


Am* A A**, mmm at** 

21 .279 


1.00 


37.01 


2082 


N 


ILE 


B 


A A A 

688 


50.814 


rf-S f» /-V A*\ A 

25.094 


19.810 


1.00 


a** A** Am* *m* 

29.32 




2083 


r*x a 

CA 


ILE 


B 


688 


A*\. A #X 

50.893 


A*^ A™± AT^ Am± A*^ 

26.268 


20.659 


1.00 


29.95 




a a j 

2084 


C 


ILE 


B 


A A A 

688 


50.225 


fmy ^_ J A A 

27.466 


19.976 


1.00 


29.12 


20 


AAA f* 

2085 


o 


ILE 


B 


688 


49.544 


28.260 


*¥**, *m* jA*. a*** Am- 

20.626 


1.00 


Am* a * *a* 

31.19 




a a a 

2086 


CB 


ILE 


B 


A A A 

688 


52.365 


26.573 


A. A A A A 

21 .029 


A a yv 

1.00 


dT\ fm, mm « 

25.50 




2087 


CG1 


ILE 


B 


A A A 

688 


52.945 


25.393 


/"V J A*\ *m* *m. 

21.826 


J *m* S~\ 

1.00 


35.36 


25 


a a n a 

2088 


CG2 


ILE 


B 


A A A 

688 


52.450 


27.851 


21.831 


1.00 


A A «f A 

30.73 


2089 


CD1 


ILE 


B 


A A A 

688 


f— A Ap\ mm * 

54.354 


25.613 


22.354 


A Am*, gm* 

1.00 


A A A A 

30.80 




2090 


N 


ASN 


B 


A A A 

689 


»> r\ AAA 

50.396 


/-fc mm*, v-v ^-w 

27.607 


^ A AAA 

18.663 


A A A 

1.00 


A A A A 

32.90 




AAA a 

2091 


CA 


A Ak 1 

ASN 


B 


A A A 

689 


A A ~T J J 

49.744 


28.720 


17.970 


A A A 

1.00 


y"\ A *v A 

26.76 


30 


AAAA 

2092 


C 


ASN 


B 


A A A 

689 


48.246 


28.520 


18.037 


1.00 


27.49 




A a a a 

2093 


A****. 

0 


ASN 


B 


A A A 

689 


47.490 


29.473 


18.168 


1.00 


29.38 




aaa j 

2094 


CB 


ASN 


B 


689 


50.163 


28.802 


16.497 


1.00 


37.63 


35 


A A A 

2095 


CG 


ASN 


B 


689 


« — J • — A J 

51.544 


29.392 


16.315 


A mm* A 

1.00 


42.51 


AAA A 

2096 


OD1 


A It 1 

ASN 


B 


689 


m— j j-\ A gm± 

51.843 


i^k A A*+*.mmmm 

30.467 


16.844 


A Mm* y-» 

1.00 


^ Am* Am* 

50.26 




2097 


ND2 


ASN 


B 


AAA 

689 


r— /-v A A ^ 

52.391 


28.706 


A mm mm mm J~* 

1 5.550 


1.00 


A A~\ A A 

49.44 




A A A A 

2098 


N 


LEU 


B 


AAA 

690 


A "T A ^ A 

47.81 6 


/*\ T A^% mM W 

27.270 


a mm w r*K r** r\ 

17.938 


1.00 


*~\ Am* A mm* 

26.48 


dO 


A A A A 

2099 


CA 


i r— i i 

LEU 


B 


A A. A 

690 


j A A A A 

46.389 


A A A A A 

26.992 


A ~"» A A 

17.998 


A A A 

1.00 


gm\ Am* a M 

30.44 




A 4 A A 

2100 


C 


LEU 


B 


A A A 

690 


A #™ A^A 

45.879 


A*\ •mm f**% A»\ gm\ 

27.386 


A A A"^A 

19.379 


A A A 

1.00 


A—\ A~*x A aT> 

29.46 




A A A A 

2101 


o 


LEU 


B 


A *T\ A 

690 


j j A A A 

44.849 


28.034 


19.487 


A A A 

1.00 


*m\ m— *m* Am* 

25.83 


45 


A * A A 

2102 


CB 


LEU 


B 


A A A 

690 


j A -J 4 A 

46.110 


A IT* m\ A 

25.518 


17.737 


1.00 


A A A r~ 

33.45 


2103 


CG 


LEU 


fA 

B 


AAA 

690 


J i A A mi 

44.641 


25.073 


A T AAA 

17.699 | 


j A A 

1.00 


A A A A 

36.64 




2104 


CD1 


LEU 


B 


AAA 

690 


A A A A A 

43.832 


A r* A A A 

25.943 


j A f— A 

16.752 


A A A 

1.00 


A A ~ T A 

48.71 




^1 U5 




LbU 


r> 
D 


690 


A A Cfl 4 

44.591 


^o.o24 


17.254 


a r\r\ 

1 .00 


48.02 


50 


2106 


N 


LEU 


B 


691 


46.607 


26.999 


20.426 


1.00 


24.64 




2107 


CA 


LEU 


B 


691 


46.203 


27.342 


21 .788 


1.00 


25.80 




2108 


C 


LEU 


B 


691 


46.058 


28.845 


21 .954 


1.00 


24.20 


55 


2109 


0 


LEU 


B 


691 


45.139 


29.311 


22.620 


1.00 


27.02 




2110 


CB 


LEU 


B 


691 


47.195 


26.774 


22.821 


1.00 


23.63 




2111 


CG 


LEU 


B 


691 


47.230 


25.246 


23.002 


1.00 


27.81 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


rt 

B 


A TA\ ft J 

ATOM 


5 


2149 


CB 


^^^^ s^ 

PRO 


a 

B 


696 


38.633 


no o -4 n 

33.216 


A A AAA 

26.808 


A AN At 

1.00 


AN AN A ""T 

33.87 




2150 


CG 


r*% a\ At. 

PRO 


B 


s\ r\ 

696 


38.988 


31.725 


A A A A A 

26.849 


A St St 

1.00 


A At At A 

42.63 




r\ A C A 

2151 


CD 


! PRO 


B 


696 


j* At J A At 

40.449 


A -4 AAA 

31 .833 


At A A A A 

26.461 


A A A 

1.00 


A A At A 

33.91 


10 


a a r* r\ 

2152 


N 


! ASP 


B 


f% f\ 

697 


At At AS AN AN 

38.660 


A #~ A A A 

35.961 


AA A A AN 

25.016 


A AN ^N 

1.00 


AN^V AN AN 

37.09 




a a ^ a 

2153 


CA 


A St fN 

ASP 


B 


697 


At At At At At 

38.896 


At A A A 

37.392 


24.995 


1.00 


* /\ ^N AN 

40.83 




SN J ^ A 

2154 


S*"t 

c 


A At rt 

ASP 


A^ 

B 


697 


At At AA*9 

38.697 


^t^V At At ^ 

37.865 


26.445 


A A^ y-v 

1.00 


4 j j-t AN 

41.22 


15 


sn j ^ ^™ 

2155 


A^ 

o 


ASP 


B 


697 


a ^t At n 

38.208 


^t^V >i At A 

37.108 


At^9 ^N #N J 

27.281 


1.00 


AN -A SN AN 

31.86 


2156 


CB 


ASP 


B 


697 


37.881 


/-v A A AN J 

38.064 


AN J AN ^9 AN 

24.070 


j ^N SN 

i 1.00 


51 .77 




2157 


CG 


ASP 


B 


697 


38.345 


39.419 


23.581 


1.00 


^ AN —9 AN 

50.70 




2158 


0D1 


ASP 


B 


697 


At At At At At 

38.620 


40.306 


^N A A A f\ 

24.416 


1.00 


SN A A 

65.14 


20 


2159 


At r*v a 

0D2 


a f\ rt 

ASP 


B 


697 


At AN 4 

38.437 


At At ^ /-v *w 

39.595 


22.352 


j AN 

1.00 


9^ AN SN AN 

58.30 




a j /-x a 

2160 


N 


VAL 


I B 


698 


^t At At A At 

39.086 


^t ^N AN /*> St 

39.099 


^t At St 

26.752 


A AN AN 

1.00 


A st AN AN 

40.92 




a j a j 

2161 


CA 


\ / A 1 

VAL 


B 


698 


/-\ a ^t At f~ 

38.925 


39.600 


^N ^N A A ^ 

28.115 


A AN St 

1.00 


SN AN *^^9 

39.77 


25 


2162 


C 


VAL 


B 


698 


At A At At 

37.462 


A A A At 

39.569 


A A ^ A A 

28.523 


A A A 

1.00 


At A 

36.77 


a a a 

2163 


0 


% / A 1 

VAL 


B 


698 


^t ^t ^t^9 

36.567 


rt ^t ^t -J ^9 

39.817 


^t^9 ^9 A AN 

27.710 


A A A 

1.00 


St AN A A 

39.48 




n 4 n >t 

2164 


CB 


% / A 1 

VAL 


B 


698 


At At A AN At 

39.463 


A A At J J 

41.044 


A A A - T A 

28.271 


A A A 

1 .00 


47.15 




a a a 

2165 


CG1 


VAL 


B 


698 


A At At At AN 

40.986 


A A At J A 

41.049 


28.157 


A A A 

1.00 


J ^N ^N 

51.98 


OA* 


a ^ a a 

2166 


CG2 


t / A 1 

VAL 


B 


A 

698 


At At At A* A\ 

38.851 


A A A J A 

41.948 


AT At A AN 

27.206 


A St A 

1.00 


A J AN A 

44.01 




/-V A AT 

2167 


N 


ILE 


B 


699 


^N At f> 

37.216 


A A At A At 

39.238 


A A A A 

29.784 


A A AN 

1.00 


SN A A St 

34.12 




A ^ A A 

2168 


CA 


ILE 


rt 

B 


699 


35.857 


39.178 


^N ^N XN 

30.305 


A SN AN 

1.00 


SN ^» SN SN 

25.82 


35 


A A a a 

2169 


C 


1 

ILE 


B 


699 


At /~ ^9 At At 

35.728 


40.202 


/— » J A ^n ^ 

31 .421 


j #X AN 

1.00 


SN SN A SN 

30.49 


a ^ ^ a 

2170 


0 


ILE 


B 


AN At At 

699 


At At At A AN 

36.616 


J A A A r* 

40.315 


A A AA A 

32.264 


A A At 

1.00 


SN SN ^™ ^9 

26.57 




2171 


CB 


ILE 


B 


At A\ At 

699 


#t ^ ^ At 

35.550 


A^T ^ A 

37.758 


A A AAA 

30.841 


A A A 

1.00 


At A A A 

28.35 




A A "tA 

2172 


CG1 


ILE 


Al 

B 


A^ A* At 

699 


At ^™ ^ st /~ 

35.595 


At AN ^^A 

36.770 


^N ^V^9 

29.677 


A AN AN 

1.00 


St St SN SN 

28.39 


An 


A At 

2173 


CG2 


ILE 


B 


AN At At 

699 


At A J Art 

34.198 


A T — r A A 

37.731 


31 .553 


A A A 

1.00 


SN 4^ SN SN 

25.63 , 




2174 


CD1 


1 1 r~ 

ILE 


rt 

B 


AAA 

699 


35.451 


Ar At At At 

35.322 


A A A^VAt 

30.072 


A A A 

1.00 


A A At A 

35.91 




2175 


N 


TYR 


B 


^TAt At 

700 


A A A A -4 

34.631 


A A At A A 

40.956 


A A A A A 

31.408 


A A A 

1.00 


A<N At J i 

29.91 


45 


2176 


CA 


TYR 


B 


— T At At 

700 


A A At A A 

34.369 


A A A T A 

41.975 


A A A A A 

32.422 


A A A 

1.00 


A A J — r 

32.17 


n^ ■ t 
2177 


C 


TYR 


B 


At At 

700 


33.522 


ji 4 a 4 n 

41.412 


A A AAA 

33.561 


A A A 

1.00 


A At A At 

32.19 




2178 


0 


TYR 


B 


700 


32.717 


40.511 


A A A A ^7 

33.357 


A A A 

1.00 


A A A A 

33.61 




2179 


/">D 

OB | 


1 YH 


D 


-7 Art 
700 


oo eon 
3J.629 


43.152 


31 .793 


1 .00 


o~7 no 

37.36 


50 


2180 


CG 


TYR 


B 


700 


34.433 


43.900 


30.760 


1.00 


44.51 




2181 


CD1 


TYR 


B 


700 


35.387 


44.848 


31.134 


1.00 


48.38 




2182 


CD2 


TYR 


B 


700 


34.267 


43.635 


29.402 


1.00 


49.71 


55 


2183 


CE1 


TYR 


B 


700 


36.154 


45.515 


30.170 


1.00 


52.90 




2184 


CE2 


TYR 


B 


700 


35.025 


44.290 


28.438 


1.00 


52.02 




2185 


C2 


TYR 


B 


700 


35.966 


45.227 


28.823 


1.00 


54.03 
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ATOM I ATOM TYPE 




2186 
2187 
2188 



2189 
2190 



2191 

2192 

2193 

2194 

2195 



2196 
2197 
2198 
2199 



2200 
2201 



2202 
2203 



2204 
2205 



2206 



2207 
2208 



2209 



2210 



2211 



2212 



2213 
2214 
2215 
2216 



2217 



2218 
2219 
2220 
2221 



OH 
N 

CA 



O 



CB 
N 
CA 



N 

CA 



CB 
CG 



ND1 
CD2 



CE1 
~Ni2 



N 



CA 



CB 



CG 



OD1 



RESIDUE | 


# 


X 


TYR 


B 


700 


ALA I 


B 


701 


ALA 


B 


701 


ALA 


B 


701 


ALA 


B 


" 701 


ALA 


B 


701 



OD2 



N 



CA 



CB 
~CG 
OD1 
ND2 



2222 



N 



GLY 
GLY 
GLY 
GLY 
HIS 
HIS 



HIS 
HIS 



HIS 
HIS 
HIS 
HIS 



HIS 
TllS 
ASP 
ASP 



ASP 



ASP 
ASP 
ASP 



ASP 



ASP 



ASN 



ASN 
ASN 



ASN 
ASN 
ASN 
ASN 



ASN 



THR 



B 
B 
B 
B 
B 
B 



702 
702 
702 
702 
703 
703 



B 



703 



B 

B 

B 

B 

B 

B 

B 

B 



703 

703 

703 

703 

703 

703 

704 

704 



30.192 


44.082 | 


35.396 


30.048 J 


44.717 I 


36.766 


28.944 | 


44.994 


37.224 


31.178 


44.967 


37.419 


31.181 


I 45.536 


[ 38.759 


30.955 


47.049 


38.842 


31.440 


47.806 


38.010 



1.00 
1.00 



34.92 
36.02 
36.08 
35.67 



1.00 
1.00 
1.00 
1.00 



36.94 
39.32 
43.22 
37.01 



32.486 I 


45.158 l 


39.460 


32.561 I 


45.614 | 


40.881 


32.950 I 


46.888 I 


41 .232 


32.243 ] 


44.985 


42.035 


32.870 


47.024 


42.543 


32.442 


I 45.882 


[ 43.054 


30.221 


47.471 


|39.871 


29.898 


48.880 


40.097 


31.066 


49.860 


39.983 



1.00 
1.00 



1.00 
1.00 



38.71 
36.27 
43.46 
36.91 



38.85 
41 .40 



B 704 

B 704 I 31.280 I 50.462 I 38.932 

B 704 29 .229 49.051 41.470 

R 704 13 0001 48.370 | 42.592 

B 704 30.031 47.119 



1.00 53.26 
1.00 53.35 
1.00 58.50 



1.00 61.65 



42.619 



1.00 72.50 



B 705 31.809 50.011 



41 



074 M-0° 5513 



B 705 32.951 50.922 



41 



B 



705 



B 



705 



B I 705 



B 
B 
B 
B 



33^rr^ 

33.805 I 50^915 
34.61 4 I 49^646 
35.296 49.218 



705 
705 

7o5 34 .555 I 49.043 

706 31.236 52.637 



39.882 1.00 52.40 
39.729 1-00 47.64 



40.661 



38.5 46 4716 
41 .308 1.00 52.08 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


7 


occ 


B 

LJ 


ATOM 


2223 


CA 


THR 


R 


706 


30 749 


53 976 


41 618 

~ 1 «\J 1 V> 


1 00 


55 23 

w>w).CU 


2224 


c 


THR 


B 

LJ 


706 
i uu 


30 386 

far W * fa/ far fa* 


53 941 

«j*j.«j^ i 


43 101 


1 00 


55 70 


2225 


o 


THR 


R 


706 

r uu 


30 307 


54 975 


43 765 


1 00 


5Q 81 


2226 


CB 


THR 


R 


706 
/ uu 


29 487 

fa. ♦ ■ fa* / 


54 348 

*J T . \.J*TO 


40 815 


1 00 


52 3Q 


2227 


0G1 


THR 


B 


706 


28 365 


53 616 


41 ^1Q 


1 00 

1 .\J\J 


50 PR 


2228 

fa fa fa. w 


CG2 

V**/ fa. 


THR 


B 


706 
i uu 


29 683 


54 0?fi 




1 00 

1 .\J\J 


55 7Q 


2229 

■ 1 fa»w 


N 


LYS 


R 


707 


30 151 

UU. 1 «J 1 


52 7^1 


4^ 604 


1 00 


55 ft7 


2230 


CA 


LYS 


B 


707 


29 821 


52 5P5 


45 00Q 


1 00 
1 .uu 


54 fin 


2231 


c 


LYS 

L- 1 


B 

LJ 


707 


31 003 


51 934 

«J 1 .\7\J*T 


45 75ft 

tj. / JO 


1 00 
1 .uu 


5^ 12 


2232 

fafa fat 


o 


LYS 


B 


707 
# u # 


1 . UL.U 


51 2^5 


45 1fifl 


1 00 


54 Q4 

\J*T.J7 I T 


2233 

r r fa»w 


CB 

Vfa* 


LYS 


B 

LJ 


707 


28 633 


51 577 


45 1 5Q 


1 00 
1 .uu 


51 fift 


2234 


CG 


LYS 


B 

fa/ 


707 


27 293 


52 225 


44 945 


1 00 

1 .uu 


55 52 


2235 


CD 


LYS 

fa- I ' 


' B 

far 


707 

# U » 


26 235 


51 395 


45 645 


1 00 

1 .uu 


56 Qft 


2236 


CE 


LYS 


B 


707 

/ U » 


25 006 


52 230 


45 965 


1 00 

1 .uu 


57 7fi 


2237 


NZ 

■ *fa» 


LYS 


B 

LJ 


707 

f U# 


24 065 


51 506 

<J 1 .«J\JU 


46 86Q 

tU. OUC7 


1 00 
1 .uu 


5Q 46 

UJ7."tU 


2238 


N 


PRO 


B 


708 
i uu 


31 107 


52 214 


47 067 


1 00 

1 .uu 


50 Q1 


2239 


CA 


PRO 


B 

i— / 


708 


32 195 


51 69Q 


47 Q06 


1 00 
1 .uu 


4Q fi4 

^s7.U*r 


2240 


c 


PRO 


B 

LJ 


708 

< uu 


32 080 


50 185 


48 100 


1 00 

1 .uu 


46 ft7 


2241 


o 


PRO 


B 


708 


30 975 


49 653 
. \j«j»j 


48 22Q 


1 00 

1 .uu 


4fi 3ft 


2242 

fa»fa> Tfai 


CB 

\*f fa* 


PRO 

i ii v«y 


B 


708 

» uu 


31 995 


52 45Q 


4Q 21 Q 


1 00 
I .uu 


52 2R 


2243 


CG 


PRO 

I I iv/ 


B 

far 


708 


31 253 
%j i . t.«j<j 


5^ 731 


48 76Q 


1 00 
1 .uu 


52 21 


2244 


CD 


PRO 


B 

far 


708 

» UU 


30 238 


53 087 


47 870 


1 00 

1 .uu 


51 56 

sJ 1 .UU 


2245 


N 


ASP 


B 


709 

» u^ 


33 219 


49 498 


48 123 


1 00 

1 .uu 


46 70 


2246 


CA 

%^/ » 


ASP 


B 

fa/ 


709 


33 248 


48 044 

^fa» • \J l ■ | 


48 306 


1 00 

1 .uu 


41 74 


2247 


c 


ASP 


B 

fa/ 


709 


32 628 

falfa. •fa*fai U 


47 602 


49 618 


1 00 

1 .uu 


41 06 

t 1 .uu 


2248 


o 


ASP 


B 

fa/ 


709 


32 739 


48 285 

T > fa. W W 


50 628 


1 00 

1 .uu 


36 26 


2249 


CB 


ASP 


B 

fa/ 


709 


34 684 

«j~. 


47 505 


48 321 


1 00 

1 .uu 


45 78 


2250 


CG 


ASP 


B 

fa/ 


709 

* \J«J 


- 35 362 


47 559 


46 974 


1 00 

1 >uu 


49 80 


2251 


OD1 


ASP 


B 

fa/ 


709 


34 697 

fa* t • v/ *•/ * 


47 848 


45 957 


1 00 

1 .uu 


50 41 

UU«7 1 


2252 


OD2 


ASP 


B 

fa/ 


709 

l v/ w 


36 582 

fa» w ■ fa. 


47 291 

~ f * fa- w 1 


46 946 


1 00 

1 .uu 


47 34 


2253 


N 


THR 


B 


710 


31.984 


46.441 


49.588 


1.00 


38.12 


2254 


CA 


THR 


B 


710 


31.413 


45.831 


50.780 


1.00 


38.56 


2255 


C 


THR 


B 


710 


31.761 


44.366 


50.535 


1.00 


40.19 


2256 


0 


THR 


B 


710 


31 .870 


43.941 


49.383 


1.00 


34.38 


2257 


CB 


THR 


B 


710 


29.874 


45.995 


50.881 


1.00 


41.95 


2258 


OG1 


THR 


B 


710 


29.228 


45.193 


49.887 


1.00 


44.34 


2259 


CG2 


THR 


B 


710 


29.481 


47.454 


50.679 


1.00 


48.02 



601 



EP1 375 517A1 

TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


2260 


N 


SER 


B 


711 


31.971 


43.605 


51 .598 


1.00 


36.89 


2261 


CA 


SER 


B 


711 


32.320 


42.200 


51 .449 


1.00 


43.49 


2262 


C 


SER 


B 


711 


31.361 


41 .476 


50.522 


1.00 


41.27 


2263 


O 


SER 


B 


711 


31 .780 


40.718 


49.647 


1.00 


43.17 


2264 


CB 


SER 


B 


711 


32.304 


41 .500 


52.807 


1.00 


40.05 


2265 


OG 


SER 


B 


711 


32.541 


40.115 


52.642 


1.00 


53.25 


2266 


N 


SER 


B 


712 


30.069 


41.717 


50.709 


1.00 


40.73 


2267 


CA 


SER 


B 


712 


29.069 


41 .041 


49.897 


1.00 


38.79 


2268 


C 


SER 


B 


712 


29.018 


41 .457 


48.434 


1.00 


37.75 


2269 


O 


SER 


B 


712 


28.812 


40.601 


47.578 


1.00 


32.93 


2270 


CB 


SER 


B 


712 


27.680 


41.185 


50.528 


1.00 


40.76 


2271 


OG 


SER 


B 


712 


27.288 


42.541 


50.611 


1.00 


52.08 


2272 


N 


SER 


B 


713 


29.207 


42.744 


48.136 


1.00 


31.42 


2273 


CA 


SER 


B 


713 


29.151 


43.196 


46.744 


1.00 


30.39 


2274 


C 


SER 


B 


713 


30.384 


42.769 


45.962 


1.00 


26.79 


2275 


O 


SER 


B 


713 


30.287 


42.444 


44.787 


1.00 


27.38 


2276 


CB 


SER 


B 


713 


28.991 


44.725 


46.651 


1.00 


32.46 


2277 


OG 


SER 


B 


713 


30.115 


45.404 


47.190 


1.00 


37.41 


2278 


N 


LEU 


B 


714 


31 .539 


42.777 


46.620 


1.00 


26.90 


2279 


CA 


LEU 


B 


714 


32.796 


42.386 


45.989 


1.00 


23.45 


2280 


C 


LEU 


B 


714 


32.815 


40.878 


45.691 


1.00 


25.66 


2281 


O 


LEU 


B 


714 


33.186 


40.465 


44.592 


1.00 


24.25 


2282 


CB 


LEU 


B 


714 


33.959 


42.750 


46.908 


1.00 


30.39 


2283 


CG 


LEU 


B 


714 


35.393 


42.649 


46.411 


1.00 


38.20 


2284 


CD1 


LEU 


B 


714 


35.557 


43.398 


45.091 


1.00 


41.76 


2285 


CD2 


LEU 


B 


714 


36.309 


43.239 


47.491 


1.00 


35.78 


2286 


N 


LEU 


B 


715 


32.436 


40.055 


46.666 


1.00 


20.32 


2287 


CA 


LEU 


B 


715 


32.409 


38.607 


46.435 


1.00 


24.51 


2288 


C 


LEU 


B 


715 


31.303 


38.257 


45.423 


1.00 


23.41 


2289 


O 


LEU 


B 


715 


31 .449 


37.350 


44.615 


1.00 


19.77 


2290 


CB 


LEU 


B 


715 


32.219 


37.855 


47.757 


1.00 


23.31 


2291 


CG 


LEU 


B 


715 


33.439 


37.895 


48.691 


1.00 


25.25 


2292 


CD1 


LEU 


B 


715 


33.075 


37.397 


50.065 


1.00 


26.50 


2293 


CD2 


LEU 


B 


715 


34.583 


37.067 


48.089 


1.00 


22.19 


2294 


N 


THR 


B 


716 


30.204 


38.998 


45.447 


1.00 


22.64 


2295 


CA 


THR 


B 


716 


29.123 


38.728 


44.496 


1.00 


23.68 


2296 


C 


THR 


B 


716 


29.605 


39.054 


43.073 


1.00 


22.06 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPP 


ntOlUUC 


u 

# 


A 


Y 

T 


7 
L. 


UL/U 


b 


Al VJM 


99Q7 


n 


TUD 

I tin 


b 


71 ft 
/ID 


on oi q 


QQ Q1 4 
OO.Ol 4 


/I o 1 o>i 
4^.1 o4 


1 nn 
1 .00 


OO CO 

22.59 


99Qft 


PR 
V./D 


TUD 

I tin 


D 
D 


71 ft 

no 


97 mo 


1Q cic 


/i A om 

44.yui 


1 AA 
1 .00 


OA A/4 

20.94 


99QQ 


wo 1 


TUD 

1 nn 


b 


71ft 
/ID 


97 19Q 


qq nni 


y|C 4 o>i 

4b.l o4 


1 An 
1 .00 


OC 70 

25.72 


9inn 


pp9 


TUD 

I nn 


n 

D 


71 ft 
/ID 


9ft 7ftft 
20. / DO 


on a en 

oy.4oy 


>IO QOA 

43. 820 


1 nn 
1 .00 


OO C A 

28.64 


99m 
2o0l 


M 
IN 


CCD 

btn 


D 
b 


71 "7 
/I / 


on QCQ 

oO.oDo 


>in i ci 
4U.1 Dl 


42.908 


1 .00 


23.37 


9in9 


PA 


CCD 

otn 


b 


71 7 
/I / 


OA QDX 


4u.4yb 


41 .o9o 


1 .00 


25. oo 


2oUO 


r» 


CCD 

otn 


b 


717 
/if 


Q 1 007 

oi .y2/ 


OO A7A 

oy.4/4 


il 4 A CO 

41 .1 53 


1 nn 

1 .00 


0 1 OO 

21 .32 


£OU4 


r\ 
\J 


CCD 

otn 


b 


717 

/I / 


io nno 
o2. OOo 


OQ 4 A A 

oy.144 


OA A7C 

o9.97o 


■4 nn 

1 .00 


oh /in 

21 .40 


9inc 




CCD 

otn 


b 


717 
/I / 


11 C07 
Ol .02/ 


A 1 007 

41 .by/ 


A 1 C01 

41 .oo 1 


1 nn 

1 .00 


07 CC 

27.55 


99Aft 


p>p 


CCP 

otn 


D 

b 


71 7 
III 


in cq7 
oO.Do/ 


/i o ono 


A 1 C7C 

41 .D/O 


1 nn 
1 .00 


07 CO 

0/.D9 


99A7 


M 
IN 


1 CI 1 

LtU 


b 


71 Q 
/ IO 


OO 7QQ 

o2. / OO 


OQ OQ1 

oo.yyi 


/IO AQO 

4ii.Uoo 


1 nn 
l .00 


1 n qc 
l 9.00 


£OUO 


L/A 


1 CI 1 
LtU 


b 


71 Q 

/ lo 


99 719 
OO. / o2 


07 one 

o/.yyb 


A -i 71 vl 

41 ./1 4 


1 AA 
1 .00 


01 1 A 

21.19 


9ina 




1 CI 1 
LtU 


b 


71 Q 

/lo 


91 f\f\A 

OO.004 


oD./4b 


/1 1 OOvl 

41 ,^o4 


1 AA 
1 .00 


01 11 

21 .11 


C.O I u 


*J 


i CI 1 
LtU 


R 
b 


71 Q 
/ I O 


ii /i/in 
OO.440 


oc; noo 

ob.uyy 


Af\ OQC 

4U.^ob 


1 AA 
1 .00 


01 r\A 
21 .04 


C.O I I 


PR 


1 CI 1 
LtU 


b 


71 D 

/ lo 


1/1 Cft1 

o4.DDl 


07 C7C 

o/.b/o 


>10 QQA 

4^.ooy 


1 AA 
1 .00 


OO A A 

22.44 


991 9 
tOl c. 


PP 


1 CI 1 
LtU 


b 


71 Q 
/ IO 


oo. /oy 


OQ 7cn 
oo./bU 


AO Oil 


1 AA 
I .00 


oa no 
24.98 


991 9 


pni 


1 CI 1 
LtU 


b 


71 Q 

/lo 


OC A AO 

oD.442 


OQ /HO 

00.41 o 


>l /I vl AA 

44.4yy 


1 An 
1 .00 


OA 70 

24. 7o 


^0 l 4 


PH9 


1 CI 1 
LtU 


b 


71 Q 

/lo 


1C 7AO 


OQ Q/1Q 

oo.o4o 


/IO AC7 

4^.Ub/ 


1 nn 
1 .00 


OA OC 

24.25 


9*51 ft 


M 
IN 


ACM 
AolN 


b 


71 Q 

/i y 


11 QQ7 
ol .OO/ 


OC y1A7 

OD.4U/ 


/I 1 Q7A 
41 .0/9 


1 nn 
1 .00 


OO 07 

22.0/ 


911 ft 
^01 D 


PA 


ACM 
AolN 


b 


71 A 

/i y 


Oi 1 OO 
ol . 1 C.V 


OC OA O 


A 1 /I /I C 

41 .440 


1 nn 
1 .00 


1 7 no 
17.98 


9917 




ACM 
AolN 


D 
b 


71 O 

/ iy 


on aoc 


OC A 4 Q 
OD. 41 0 


/1A n70 


1 nn 
l .00 


h o nn 
18.99 


9*31 ft 




ACM 
AolN 


b 


71 Q 

/i y 


OA 109 


OA AG4 

o4.4bl 


OA OOQ 


1 nn 
1 .00 


OA 7Q 

20.78 


911 Q 


PR 


ACM 
AOIN 


b 


71 a 

/i y 


in nn 


OA QftO 

o4.oD^ 


AO A AC 

4^. 44b 


1 AA 
1 .00 


1 Q A 1 

lo.41 


999A 


PP 


ACM 
AOIN 


b 


71 O 

/ 1 y 


on coc 


OA 1 71 

o4. 1/1 


A O CCQ 

4o.b0o 


1 AA 
1 .00 


OA OA 

24.20 


9191 


UU I 


ACM 
AOIN 


b 


71 Q 

/ 1 y 


11 ft9Q 

oi .D^y 


91 C1 Q 
OO.Ol o 


AO C7/1 

4J.0/4 


1 AA 
1 .00 


OQ C 1 

2O.01 


9199 


Mno 


ACM 
AOIN 


b 


71 O 

/i y 


^y.ooo 


OA 9ft9 
o4.^D^ 


/l/l 77Q 

44./ /o 


1 AA 
1 .00 


OO A A 

22.40 


00.00 


M 
IN 


IjLIN 


R 
b 


79A 

/20 


on noK 


1ft COQ 


OO 7CO 

oy./oy 


1 AA 
1 .00 


OO 71 

22. /I 


999/1 


PA 


PI M 
V3LIN 


b 


70C\ 


90 AAC* 
^y.44D 


1ft OAA 

ob.yuu 


OQ /IftO 

oo.4Do 


1 AA 
1 .00 


OO C 1 

2o. 01 


999ft 




PI M 
OLIN 


b 


70(\ 
/ 


in «^ft7 


1ft 7ft9 

oD./D^ 


17 A 1 7 
0/.41 / 


1 AA 
1 .00 


OO 71 

2o./l 


919ft 




PI M 
OLIN 


b 


79A 
/ 20 


in i*^j4 


9ft 919 

ob.^1^ | 


1ft 11Q 

oD.ooo 


1 AA 
1 .00 


OA OA 

24.20 




PR 

VV U 


Pil N 


R 

D 


790 


9ft ftlQ 


^ft 90Q 

OO.OV/9 


OO . HnO 


1 nn 

1 .UU 


99 79 


2328 


CG 


GLN 


B 


720 


28.243 


38.715 


37.116 


1.00 


29.98 


2329 


CD 


GLN 


B 


720 


27.325 


39.924 


37.231 


1.00 


35.29 


2330 


OE1 


GLN 


B 


720 


26.217 


39.831 


37.754 


1.00 


33.28 


2331 


NE2 


GLN 


B 


720 


27.797 


41.071 


36.759 


1.00 


37.20 


2332 


N 


LEU 


B 


721 


31.744 


37.249 


37.764 


1.00 


22.80 


2333 


CA 


LEU 


B 


721 


32.891 


37.143 


36.874 


1.00 


18.97 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 

M 1 WIVI 


ATOM TYPE 

/A 1 VJIVI III 1— 


RESIDUE 


# 

Tr 


X 


Y 


z 


OCC 


B 


ATOM 


5 




c 


LFU 


B 

ix 


721 


33 197 


35 652 


36 683 


1.00 


23.82 




P335 


0 

VX 


LEU 


R 


721 


33 417 


35 172 


35.566 


1.00 


22.42 






PR 


LFU 


R 
lj 


721 


34 096 


37 866 


37 498 


1.00 


21.95 


10 


P337 


PG 


LFU 


lj 


721 


35 387 


37 769 


36 696 


1.00 


20.86 




P338 




LEU 


R 


721 


35 162 


38 452 


35 346 


1.00 


22.61 




P33Q 


nnp 


LFU 


R 


721 


36 537 


38 433 


37 453 


1 00 


19.99 

■ XX ■ XX XX 


15 




N 

IN 


GLY 


R 


722 


33 219 


34 925 


37 793 


1.00 


18.60 

I XX * XX X* 


P341 
tOn 1 


HA 

VwM 


Gl Y 

VJ L- 1 


R 
lj 


722 


33 464 

\j tj . " 


33 495 


37 739 

r ■ f ^^^^ 


1 00 


21.51 




91A9 




Gl Y 


R 
lj 


722 


32 497 


32 793 


36 807 


1 00 


22.85 




tOnO 


V-/ 


GLY 

VJ L_ 1 


LJ 


722 


32 888 


31 928 


36 019 

Uw • W 1 \S 


1 00 

■ ■ >X W 


21 10 


on 




N 

IN 


GLU 


B 


723 


31 225 


33 174 


36 889 


1 00 

1 • w w 


20 92 

t-rnrnm- XX ■ XX 




P34.R 
tOfj 


PA 


Gl U 


B 

■ 


723 


30 187 

Sj\J . 1 *J / 


32 582 


36 044 

WW » W » 1 


1 00 


22 44 




P34.fi 


c 


GLU 


B 

lj 


723 


30 514 

«JVJ . sj 1 "T 


32 814 


34 570 

W~ » W 7 # W 


1 00 


22 88 

•WtW » X/ XX 


25 


tut/ 


n 


HI U 


B 

LJ 


791 


30 448 


31 895 


33 766 


1 00 

1 •WW 


22 34 




PR 

vD 


ni u 


B 

LJ 


791 


28 830 


33 219 


36 370 

WW • w f w 


1 00 

1 • w w 


28 49 

L^V ■ ■ XX 






Pft 


ni u 


B 
0 


1 C\J 


27 635 


32 646 


35 614 

W w^ ■ w 1 ~ 


1 00 

1 « w w 


29 16 

In XX • 1 XX 




p^n 


pn 




R 

0 


791 


27 225 


31 269 


36 108 

WW - 1 w w 


1 00 

1 ■ W \J 


48 36 

F XX *> XX XX 


30 


P3M 


nF1 

Ul I 


ULU 


B 

LJ 


7P3 


28 005 


30 666 


36 876 


1 00 

1 * W W 


43 10 ' 

■ XX ■ f XX 




9*5 f\P 


PiFP 




B 

LJ 


791 


2fi 12fi 


no 784 

«J\J . / U*T 


35 726 


1 00 

1 » w \J 


39 94 

ww - xx ■ 




P^Q 


M 

IN 


ARH 


B 


79d 


ICi 858 


34 054 


34 225 


1 00 


20 90 

iW%m\f « XX XX 


35 




PA 




B 


794. 


O 1 . 1 OJ 


34 389 


32 846 


1 00 

1 • w \J 


24 02 


P^^R 




nnu 


B 

LJ 


79A 


19 431 


33 652 


32 389 


1 00 

1 * w w 


24 96 

I- ■ • XX XX 




oocc 

cOOD 




ARG 


R 


724 


32 512 


33 179 


31 260 

w 1 .WWW 


1 00 

1 a W W 


21 65 

*w- 1 » XX XX 




P^7 


PR 


ARf5 

Mil vjl 


B 


7P4 


^1 417 


35 884 


32 712 


1 00 

1 ■ w w 


27 26 


40 


£OjO 




ARH 

Mil Vj 


B 


7P4 


30 227 

\J\J .C-£— 1 


36 735 


33 040 


1 00 

1 ■ \mt W 


26 22 

b> XX * b> 9mm 






pn 


ARfi 


B 

LJ 


79d 


10 861 


38 187 


33 084 

WW.W \J~ 


1 00 

1 ■ W W 


29 11 

«■ XX v 1 1 






MP 

IN C 


nnvj 


B 

LJ 


7P4 


2Q 636 


39 091 


33 592 

^W * W W 9— 


1 00 

1 p w w 


39 88 

WW ■ x*# w 


45 


£OD 1 


P7 


ARf5 


B 

LJ 


724 


28 566 

L_ \J ■ JUv 


39 475 


32 905 

w£- * w w w 


1 00 

1 ■ w w 


47 37 

1 9 • XX ■ 


P3fiP 


iNn 1 


ARG 


B 

LJ 


724 


28 370 


39 029 


31 668 

W ■ -www 


1 00 

■ ■ w w 


54.23 

XX ■ * *n« XX 




P3fi3 


NHP 


ARG 


B 

LJ 


724 


27 708 


40 329 


33 445 


1 00 


44.85 

I ■ * XX XX 




2364 


N 


GLN 


B 


725 


33.419 


33.573 


33.267 


1.00 


20.98 


50 


2365 


CA 


GLN 


B 


725 


34.631 


32.866 


32.910 


1.00 


24.59 




2366 


C 


GLN 


B 


725 


34.372 


31.378 


32.750 


1.00 


26.24 




2367 


0 


GLN 


B 


725 


35.002 


30.735 


31 .912 


1.00 


23.92 


55 


2368 


CB 


GLN 


B 


725 


35.712 


33.097 


33.958 


1.00 


22.57 


2369 


CG 


GLN 


B 


725 


36.411 


34.427 


33.771 


1.00 


29.09 




2370 


CD 


GLN 


B 


725 


37.471 


34.675 


34.813 


1.00 


34.68 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


2371 


OE1 


GLN 


B 


725 


38.060 


33.730 


35.349 


1.00 


34.94 




2372 


NE2 


■ h ft 

GLN 


B 


725 


37.749 


35.944 


35.089 


1.00 


31.50 




2373 


N 


LEU 


B 


726 


33.452 


30.834 


33.544 


1.00 


22.27 


10 


2374 


CA 


LEU 


B 


726 


33.141 


29.411 


33.450 


1.00 


22.12 




2375 


C 


LEU 


B 


726 


32.524 


29.133 


32.077 


1.00 


22.14 




2376 


o 


LEU 


B 


726 


32.838 


28.124 


31 .433 


1.00 


19.87 


15 


2377 


CB 


LEU 


B 


726 


32.197 


28.991 


34.585 


1.00 


21.36 


2378 


CG 


LEU 


B 


726 


31.870 


27.503 


34.717 


1.00 


28.83 




2379 


CD1 


LEU 


B 


726 


33.166 


26.696 


34.750 


1.00 


26.29 




2380 


CD2 


LEU 


B 


726 


31 .042 


27.265 


35.999 


1.00 


27.99 


20 


2381 


N 


LEU 


B 


727 


31.652 


30.023 


31.619 


1.00 


21.02 




2382 


CA 


LEU 


B 


727 


31.059 


29.837 


30.301 


1.00 


25.96 




2383 


C 


LEU 


B 


727 


32.150 


29.841 


29.230 


1.00 


25.51 


25 


2384 


o 


LEU 


B 


727 


32.080 


29.064 


28.266 


1.00 


20.92 


2385 


CB 


LEU 


B 


727 


30.055 


30.948 


29.985 


1.00 


29.25 




2386 


CG 


LEU 


B 


727 


28.749 


30.917 


30.766 


1.00 


39.65 




2387 


CD1 


LEU 


B 


727 


27.887 


32.091 


30.358 


1.00 


38.17 


30 


2388 


CD2 


LEU 


B 


727 


28.028 


29.603 


30.492 


1.00 


38.71 




2389 


N 


SER 


B 


728 


33.159 


30.701 


29.407 


1.00 


22.52 




2390 


CA 


SER 


B 


728 


34.247 


30.790 


28.442 


1.00 


25.41 


35 


2391 


C 


SER 


B 


728 


35.132 


29.550 


28.475 


1.00 


22.52 


2392 


0 


SER 


B 


728 


35.628 


29.129 


27.438 


1.00 


19.75 




2393 


CB 


SER 


B 


728 


35.088 


32.069 


28.644 


1.00 


28.09 




2394 


OG 


SER 


B 


728 


35.801 


32.055 


29.860 


1.00 


44.44 




2395 


N 


VAL 


B 


729 


35.337 


28.982 


29.665 


1.00 


20.70 




2396 


CA 


VAL 


B 


729 


36.107 


27.739 


29.814 


1.00 


20.20 




2397 


C 


VAL 


B 


729 


35.413 


26.610 


29.050 


1.00 


16.88 


45 


2398 


o 


VAL 


B 


729 


36.066 


25.812 


28.386 


1.00 


19.20 


2399 


CB 


VAL 


B 


729 


36.215 


27.328 


31 .297 


1.00 


20.97 




2400 


CG1 


VAL 


B 


729 


36.711 


25.900 


31 .440 


1.00 


22.68 




4c4U 1 


OCa2 


V/A 1 

VAL 


D 


729 


37.177 


AQ Aft A 

28.284 


32.010 


1 .00 


26.21 


50 


2402 


N 


VAL 


B 


730 


34.092 


26.523 


29.154 


1.00 


18.77 




2403 


CA 


VAL 


B 


730 


33.400 


25.461 


28.434 


1.00 


20.28 




2404 


C 


VAL 


B 


730 


33.605 


25.648 


26.931 


1.00 


18.42 


55 


2405 


O 


VAL 


B 


730 


33.973 


24.706 


26.239 


1.00 


21.52 




2406 


CB 


VAL 


B 


730 


31.901 


25.420 


28.772 


1.00 


21.49 




2407 


CG1 


VAL 


B 


730 


31.228 


24.300 


27.947 


1.00 


25.40 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM | 


ATOM TYPE | 


RESIDUE 1 


# 


X 


V 


7 


occ i 


B 


ATOM 


2408 | 


CG2 j 


VAL 1 


B 


730 




<io. i 


30 252 1 


1 00 I 


24.07 


2409 I 


N I 


LYS 1 


B 


731 






or 440 


1.00 j 


22.29 I 


2410 I 


CA j 


LYS | 


B 


731 




0~7 1Qft 


25 024 


1.00 


22.57 


2411 1 | 


c I 


LVS [ 


B 


731 


35.01 / 


Oft ft04 
*iO.O<i*t 


24 589 1 


1.00 I 


22.82 


2412 | 


O | 


LYS 1 


B 


731 


35.<£3l 


Oft 1fiR 
£lO. I DO 


23 567 \ 


1.00 I 


20.83 I 


2413 | 


CB I 


LYS 1 


B 


731 


00 oro 1 


OQ KQft 


P4 816 


1 00 I 


27.41 


2414 I 


CG I 


LYS 


B 


731 | 


OO CvM 1 
33.541 


OQ 01 ft 


23 377 


100 I 


33.69 


2415 


CD I 


LYS 1 


B 


731 I 


on C-1 0 1 

32.51 0 


no COA 
<iO.O<io 


22 415 I 


1.00 I 


42.24 I 


I 2416 I 




LYS 


B 


731 


OO COQ 


OQ 9°,Q 


21 010 


1.00 I 


43.85 J 


2417 I 


NZ j 


LYS [ 


B 


731 


33.961 > 


oq ni k 


90 ^81 


1 00 ! 


43.69 


2418 j 


N I 


TRP j 


B 


^oo I 

732 


oc nod 

35.yyy 


07 Oftft 


25 372 


1.00 ! 


19.99 


2419 j 


CA f 


TRP [ 


B 


732 


37.401 j 


Oft Qft1 


C-\J . 1 uu 1 


1.00 I 


20.03 ! 


I 2420 I 


C 


TRP 1 


B 


732 J 


o~7 ceo ! 


Oft A71 




1 00 I 


22.42 I 


2421 


O | 


TRP 


r— « 1 


732 | 


O O O A O 1 

38.343 


oft nno. 


04 0Q8 


1 00 


21.10 


2422 


CB I 


TRP 1 


B 


732 | 


00 0/0 
3o.*i4<£ 


07 ftn°. 

d.1 .DUO 


pft 033 


1 00 I 


21 .24 I 


2423 I 


CG 


TRP 


B 


—700 
732 


on "7 no 
3y./0<£ 


07 040 
*1 / .*l*+t 


pft P83 I 


1.00 I 


23.70 


2424 


CD1 


TRP 


B 


t r\ 

732 ! 


40.696 


07 ft7H 


Oft 444 


1 00 I 


24.42 I 


2425 


CD2 


TRP 


B 


"TOO 

732 


40.330 


Oft AHA 


07 260 


1.00 


25.32 


| 2426 


NE1 


TRP 


B 


732 


j h one 

41 .906 


07 1 ftA 
/ .1 04 


oft 0.40 


1 00 


24.62 | 


2427 


CE2 


1 TRP 


B 


732 


41.715 


Oft Q7Q. 


Oft QftA 


1 00 


23.58 I 


2428 


CEE3 


j TRP 


B 


732 


00 ucn 

39.869 


OC C77 


OQ OftQ 


1 00 


I 23.75 


2429 


CZ2 


1 TRP 


1 B 


732 


42.640 


Oft ftAO. 


P7 716 

c-l . 1 iu 


i 1 00 


21.37 


2430 


| CZ3 


TRP 


1 B 


732 


1 A O "7ft A 

40.794 


O/l QAft 
<i4.y4D 


2Q 1 31 


I 1 00 


I 25.72 I 


I 2431 


CH2 


TRP 


1 B 


732 


42.160 


OA Q*?ft 


OR 7Q7 


1 00 


I 25.44 I 


2432 




I sIr 




733 


i 0*7 H OO 

37.12*£ 


o>i 71 n 


Oft Q5.3 


1 1 00 


| 20.29 


2433 


CA 


SER 




733 


1 0*7 or ji 

j 37.354 




Oft QRft 


! 1 00 


j 17.86 | 


2434 


C 


SER 


1 B 


733 


j 36.817 


i on C70 
| dd.DfyJ 


04 72S 


1 1.00 


j 17.55 I 


2435 


O 


SER 


j B 


733 


3 ~7 OCO 

37.352 


d. \ .tx>y 


04 OQft 


I 1 00 


! 19.01 ! 


2436 


1 CB 


1 sIr 


B 


733 


I 3o./io 


OO ft*^7 


27 246 


1.00 


1 21 .68 ! 


2437 


j OG 


SER 


1 B 


733 


0 c one 

35.305 


I 00 ftftn 


07 205 


1 00 


! 23-79 I 


2438 


1 N 


1 LYS 


1 D 
I ° 


/ 34 


1 9.ft 777 


I 23 160 


24.133 


1.00 


21.12 


2439 


CA 


LYS 


B 


734 


35.179 


1 22.608 


22.917 


1.00 


19.68 


2440 




1 \ys 


B 


734 


36.090 


22.818 


21.712 


1.00 


20.73 


2441 


I ° 


1 LYS 


B 


734 


35.969 


22.107 


20.715 


1.00 


22.12 


2442 


CB 


1 LYS 


B 


734 


33.825 


23.256 


22.623 


1.00 


24.55 


2443 


1 CG 


"1 LYS 


B 


734 


32.716 


22.963 


23.615 


1.00 


32.49 


2444 


1 CD 


1 lyI 


B 


734 


31.394 


23.451 


23.040 


1.00 


42.26 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


atai i T\/n n™ 

ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


occ 


B 


ATOM 


5 


a A A ^ 

2445 


CE 


LYS 


B 


734 


30.205 


23. 1 37 


A\ A AAA 

23.936 


A A A 

1.00 


A A A 4 

40.61 




2446 


Ik. IT 

NZ 


LYS 


B 


734 


30.231 


ftO ftftft 

23.960 


Aj §~ A A t*\ 

25.168 


J A A 

1.00 


a a ji A 

48.42 




A A A ^9 

2447 


N 


SER 


B 


Tft r 

735 


37.000 


ft ft to n 

23.788 


A A A A ^ 

21 .806 


-4 A A 

1.00 


4 A 4 A 

19.46 


10 


2448 


CA 


SER 


B 


735 


ft-T ft ft 

37.937 


ft ji ftft/> 
24.086 


ft A A 4 

20.721 


j A. **** 

1.00 


A A — y A 

23.70 




s~\ a a r\ 

2449 


C 


SER 


B 


^ p" 

735 


39.327 


23.512 


>-v j a A A 

21 .008 


A A A 

1.00 


Ai A A A 

22.09 




A 4 ^ A 

2450 


0 


SER 


B 


735 


40.174 


a a * a r" 

23.495 


/-\ A 4 a A 

20.142 


J A A 

1.00 


A A> A ^ 

24.41 


15 


a A C A 

2451 


i CB 


SER 


B 


735 


38.086 


A p- A^ 

25.597 


/~\ a P" A <J 

20.521 


<J A A 

1.00 


A^f A 

27.76 


2452 


OG 


f> 

SER 


B 


735 


36.848 


A A A A A 

26.243 


20.279 


a a 

1.00 


A 4 A A 

31.96 




2453 


N 


i r~ i i 

LEU 


B 


736 


39.535 


A ft A J A 

23.048 


A A A f'l 

22.232 


A A A 

1.00 


A A A A 

23.63 




A A r~ A 

2454 


CA 


LEU 


B 


736 


40.817 


r\ a j a j 

22.494 


• A A ^ 

22.665 


J A A 

1.00 


A A A ^9 

20.47 


20 


2455 


C 


LEU 


B 


736 


41.113 


A J <j _j a 

21.140 


A, A. A A. A 

22.021 


.J a A 

1.00 


A 4 A^T 

21 .67 




ft a c ft 

2456 


o 


LEU 


B 


736 


40.393 


A /"I ^ —9 A 

20.170 


A/^k A A A 

22.231 


4 A A 

1.00 


A A A A 

22.30 




2457 


CB 


i i — 1 1 
LEU 


B 


736 


40.801 


22.353 


A jl J A i 

24.184 


1 .00 


AA A A 

22 A 3 


25 


2458 


CG 


LEU 


B 


736 


42.046 


A -J AAA 

21.828 


A, J A ^T^T 

24.877 


A A A 

1.00 


A i~ j— a 

25.58 


A j f" A 

2459 


CD1 


LEU 


B 


736 


43.226 


22.778 


A, A A 4 4 

24.641 


4 A f\ 

1 .00 


24.77 




2460 


CD2 


LEU 


B 


736 


41.735 


A, 4 *7A A 

21.702 


AA A"7A 

26.376 


A AA 

1 .00 


A j A A 

24.96 




A j| A J 

2461 


N 


PRO 


B 


737 


42.192 


A J A,p A 

21.058 


A j A Al^T 

21 .227 


J AA 

1 .00 


24.15 


oa 

30 


2462 


CA 


PRO 


B 


737 


42.559 


J A AAA 

19.806 


A\ A r Ai 

20.561 


A A A 

1 .00 


A^T A r~ 

27.85 




2463 


C 


PRO 


B 


737 


42.607 


A A AAT 

18.605 


A A A f\~9 

21 .497 


4 A A 

1 .00 


A A ^ r - 

29.75 




2464 


o 


PRO 


B 


737 


a <*x AAA 

43.323 


4 ft ^ A A 

18.596 


Aj g~\ r A A 

22.514 


<i A. A. 

1.00 


25.17 


35 


2465 


CB 


g—\ 

PRO 


B 


737 


A « AAA 

43.923 


A A J A A 

20.136 


A A A 

19.967 


A A A, 

1.00 


A 4 A A 

31.60 


a a a a 

2466 


CG 


PRO 


B 


737 


43.757 


A A r~ a r~ 

21.565 


4 fX A A /"\ 

19.610 


A A A 

1 .00 


A A A r™ 

24.35 




ft a ft-» 

2467 


CD 


/^v 

PRO 


B 


737 


43. 1 77 


A 4 A f\ 

22.102 


A A g*\ A A 

20.900 


A A A 

1 .00 


A^ A 4 

27.34 




ft a ftft 

2468 


N 


GLY 


B 


738 


4 4 A A A 

41.809 


4 f^f\ ^ 

17.605 


Aj ^ -J J A 

21 .149 


A A A 

1.00 


A f" Af\ 

25.39 


AT) 


2469 


CA 


GLY 


B 


"TOO 

738 


41 .747 


A A A A A 

16.381 


AJ ft 4 ft 

21 .916 


J A A 

1.00 


ftft ft ft 
26.62 




ft a Tft 

2470 


C 


GLY 


B 


738 


j ft ft ft ji 
40.624 


1 6.272 


ft ft ft ft ^ 
22.931 


A A A 

1.00 


ftft ji r* 

23.45 




A A TF A 

2471 


o 


GLY 


B 


738 


40.090 


15.194 


A A A A A 

23.141 


A A A 

1.00 


A A A A 

26.46 


45 


A a TF A 

2472 


N 


PHE 


B 


739 


A A AAA 

40.229 


^ ^ Ann 

1 7.383 


A r aa 

23.539 


A A A 

1.00 


A A A 

24.87 


A A A 

2473 


/"N A 

CA 


PHE 


B 


739 


39.218 


A ™ T A A r* 

1 7.335 


a a r* f 

24.585 


A A A 

1.00 


19.47 




2474 


C 


PHE 


B 


739 


A^T A /*\ A 

37.860 


^ A ^ A A 

16.782 


ft Jl 4 ~7ft 

24.178 


A A A 

1.00 


a r* A A 

25.30 




^4/b 


u 


rnb 


b 


7oy 


0*7 Ort^ 

o/.oUl 


1 o.y44 




i AA 

I .uu 


^1 .67 


50 


2476 


CB 


PHE 


B 


739 


39.015 


18.714 


25.175 


1.00 


17.19 




2477 


CG 


PHE 


B 


739 


38.439 


18.692 


26.559 


1.00 


23.41 




2478 


CD1 


PHE 


B 


739 


39.182 


18.176 


27.617 


1.00 


28.09 


55 


2479 


CD2 


PHE 


B 


739 


37.178 


19.218 


26.814 


1.00 


25.22 


2480 


CE1 


PHE 


B 


739 


38.674 


18.200 


28.907 


1.00 


26.53 




2481 


CE2 


PHE 


B 


739 


36.662 


19.245 


28.109 


1.00 


23.43 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 








ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


v 
Y 


■7 
4. 


one 


B 


ATOM 


5 


2482 


CZ 


PHE i 


B 


739 


07 A A O 

oY.4 1 0 


1 ft V^ft 
ID. / OO 




1.00 


27.21 




2483 


N 


ARG 


B 


740 




■1 T OftP 
1 / .404 




1.00 


23.16 




2484 


CA 


ARG 


B 


■7 J A 

740 


36.008 


1 b.oui 


PP ^QQ 


1.00 


24.65 


10 


2485 


C 


ARG 


B 


740 


35.942 




PP ^^1 
44.00 I 


1.00 


26.61 




2486 


0 


ARG 


B 


740 


O A QC. A 

34.854 


1 /I 7QQ 

14./ oy 


pp on 

44.4 I O 


1.00 


32.12 




2487 


CB 


ARG 


B 


740 


35.607 


1 / .Oo4 


4 I .O l O 


1.00 


22.44 




2488 


CG 


ARG 


B 


740 


36.578 


1 / .0U0 


OA 17^ 
4U. I / O 


1.00 


25.67 


15 


2489 


CD 


ARG 


B 


740 


36.001 


1 I .OZiC. 


I O.O/ O 


1.00 


25.78 




2490 


NE 


ARG 


B | 


t a a 

740 


36.90b 


1 / .0 1 U 


1 7 7R7 


1.00 


22.52 




2491 


CZ 


ARG 


B 


740 


00 CflC 

36.O05 


1 7 ar\7 
1 / .yu/ 


1 R 4Q7 


1.00 


27.51 


20 


2492 


NH1 


ARG 


B 


740 


or A OO 
35.448 


1 0.444 


1 ft P1 P 
1 0.4 1 4 


1.00 


25.90 




2493 


NH2 


ARG 


B 


740 


OT il^O 

37.473 


■I "7 CCD 
1 / .boo 


1 0.004 


1.00 


24.02 




2494 


N 


ASN 


B 


741 


37.102 


A A CCA 

1 4.004 


00 OOft 


1.00 


24.93 




2495 


CA 


A /"X A 1 

ASN 


B 


741 


37. 1 47 


1 o.^y 


4 i .yoo 


1.00 


27.05 


25 


2496 


C 


ASN 


B 


—1 A A 

741 


37.072 


l^.OOO 


40.4U0 


1.00 


28.80 




2497 


0 


ASN 


B 


741 


0~7 aoa 

37.040 


A A A QC 

ll.l oO 


0*5 1 no 
40. i uy 


1.00 


27.35 




2498 


CB 


ASN 


B 


— T A J 

741 


38.392 


1 t±.\3dX> 


Q1 1 
41.1 0*f 


1.00 


29.54 


30 


2499 


CG 


ASN 


B 


741 


OO /(AO 

38.408 


A O CQQ 

1 o.ooy 


1Q RP1 

iy.04 1 


1.00 


28.39 




2500 


OD1 


ASN 


B 


741 


39.465 


14.U59 


1 O Q1 0 

1 y.o 1 4 


1.00 


29.43 




2501 


ND2 


ASN 


B 


741 


37.226 


1 o.yi O 


1Q Oft*5 

iy.400 


1.00 


25.86 


35 


2502 


N 


LEU 


B 


— y Art 

742 


AO A 

37.069 


1 *i.yoy 


OA Q7Q 

44.0/ y 


1.00 


27.36 


2503 


CA 


LEU 


B 


742 


00 000 
36.922 


A O ACQ 


OC CQO 
40.DO4 


1.00 


26.94 




2504 


C 


l LEU 


B 


742 


35.414 


h O H AQ 

1 <i.l Uo 


OC QAQ 

40.0U0 


1.00 


25.47 




2505 


0 


LEU 


B 


742 


34.648 


i 0 one 


oc 070 
40.4/ O 


1.00 


27.23 


40 


2506 


CB 


LEU 


B 


742 


O^ XAH 

37.491 


A 0 A£M 

10.Ub4 


Oft ft 1 ^ 
40. 0 I O 


1.00 


23.76 




2507 


CG 


LEU 


B 


742 


38.995 


4 0 OCA 

lo.o5U 


Oft 7QO 

40. /oy 


1.00 


25.50 




2508 


CD1 


LEU 


B 


742 


OA A A A 

39.449 


AAA OCZ 

l4.l^:b 


07 Q7ft 

4/ .y # 0 


1.00 


29.97 




2509 


CD2 


1 LEU 


B 


742 


OA ~7£T -4 

39.751 


A O f\A A 

1 ^!.U4U 


Oft fiRft 
40.000 


1.00 


28.27 


45 


2510 


N 


HIS 


B 


743 


O /I ft07 

34.987 


l l .Uoo 


Oft 

40. OM-4 


1.00 


22.87 




2511 


CA 


HIS 


B 


743 


00 ccc 
33.565 


A A Q70 


Oft 7Rft 
40. / OO 


1.00 


26.83 




4b 14 


r* 
\s 


UIC 

mo 


B 


743 


33 009 


12.167 


27.392 


1.00 


26.76 


50 


2513 


0 


HIS 


B 


743 


33.701 


12.835 


28.171 


1.00 


24.67 




2514 


CB 


HIS 


B 


743 


33.402 


9.691 


27.741 


1.00 


30.89 




2515 


CG 


HIS 


B 


743 


31.996 


9.201 


27.874 


1.00 


35.28 




2516 


ND1 


HIS 


B 


743 


31.008 


9.918 


28.515 


1.00 


36.31 


55 


2517 


CD2 


HIS 


B 


743 


31.410 


8.057 


27.443 


1.00 


38.01 




2518 


CE1 


HIS 


B 


743 


29.875 


9.238 


28.473 


1.00 


41.45 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




A I UM 


Al OM TYPE 


RESIDUE 


# 


X 


Y 


Z 


occ 


rj 

B 


ATOM 


5 


2519 


NE2 


LI lf» 

HIS 


rj 

B 


■* iA 

743 


0 0 0 0 0 
30.093 


0 4 0 f 
8.105 


ft^ ft ft ft 

27.828 


A OO 

1.00 


O A O O 

34.92 




2520 


N 


ILE 


B 


744 


31 .784 


4 0 C A A 

12.541 


O^ f\A O 

27.018 


4 OO 

1 .00 


or 00 

25.83 




neon 

2521 


CA 


II T~ 

ILE 


B 


— T A 

744 


0 4 4 "TO 

31.172 


A O ^ O O 

13.769 


f\~i r 00 

27.536 


A OO 

1 .00 


OO A A 

28.41 


70 


or oo 

2522 


C 


ILE 


B 


744 


O <4 OO f- 

31.205 


^ 0 000 
13.806 


00 000 
29.068 


A OO 

1.00 


ft T 4 

27.71 




or oo 

2523 


O 


ii r"- 

ILE 


r* 

B 


744 


31.410 


14.868 


ft ft ft ft ft 

29.669 


4 ft ft 

1.00 


ft r~ 4 

25.71 




r» ft a 

2524 


CB 


ii i - 
ILE 


B 


744 


29.695 


^ ft ft ^ ft 

13.919 


ft ™F ft l~ ft 

27.053 


4 ft ft 

1.00 


29.59 


15 


Or Or 

2525 


CG1 


H r* 
ILE 


B 


-J A A 

744 


0 0 000 
29.082 


^ r~ ft, ft r" 

1 5.205 


ft "T ft 4 ft 

27.610 


4 ft ft 

1.00 


ft 4 * ft w 

37.61 


ft^ rtft 

2526 


CG2 


ILE 


B 


^ A A 

744 


28.869 


A ft "7 A ft 

12.710 


at 4 ft ft 

27.499 


4 ft ft 

1.00 


ft ft 4 ft 

32.16 




2527 


CD1 


1 1 

ILE 


B 


744 


OO —» A 

29.747 


4 0 a no 

16.482 


0 —7 j j 0 
27.116 


4 OO 

1.00 


A ft ^T^T 

40.77 




^ ft ft 

2528 


ft 1 

N 


i An 

ASP 


B 


745 


31.006 


^ ft ft ^ ft 

12.658 


ft ft — • 4 ^ 

29.711 


4 ft ft 

1 .00 


ft f ft ft 

25.28 


20 


2529 


CA 


ASP 


B 


745 


O -4 OO^ 

31.037 


A ft ft 

12.657 


ft 4 4 ft ft 

31.168 


4 ft ft 

1,00 


ft ft »■ 

26.77 




r\r ft/% 

2530 


C 


ASP 


B 


745 


32.424 


4ft ft ft 4 

13.001 


ft 4 — T ft ft 

31 .733 


4 ft ft 

1.00 


ft ft f- 4 

29.51 




Or O -4 

2531 


O 


a o n 

ASP 


B 


T 4 r 

745 


O O CA J 

32.524 


4 ft ft r~ — y 

1 3.657 


0 0 *-» 0 0 
32.780 


4 OO 

1 .00 


0 4 or 

24.05 


25 


or oo 

2532 


/~* rj 

CB 


ASP 


B 


745 


Ort C A A 

30.544 


11.318 


O A TOO 

31 .722 


4 OO 

1 .00 


or or 

35.05 


2533 


CG 


a r*r» 

ASP 


B 


745 


29.068 


4 4 ft f~ 

1 1 .075 


ft 4 4 4ft 

31 .418 


4 ft ft 

1 .00 


ft ft "*ft 

36.78 




OCO 4 

2534 


OD1 


A f> Pi 

ASP 


B 


745 


0 0 000 
28.266 


j 0 0 4 r" 

12.015 


0 a r 00 

31 .582 


4 OO 

1 .00 


A —9 O O 

47.93 




ft rr ft 

2535 


OD2 


a o n 

ASP 


B 


745 


28.707 


ft ft A\ ft 

9.946 


ft 4 ft ft ft 

31 .033 


4 ft ft 

1 .00 


C" 4 ft 4 

51.31 


30 


Or Of 

2536 


N 


ion 

ASP 


B 


746 


00 ji 0 0 
33.492 


A /"» r r**7 

12.557 


O -4 OOO 

31 .062 


4 OO 

1 .00 


0 a ro 

24.59 




ft t~ ft^r 

2537 


CA 


ASP 


B 


746 


34.836 


4 ft ft ft ft 

1 2.900 


ft 4 r~ ft ft 

31 .536 


4 ft ft 

1.00 


ft ^ ft ft 

25.82 




2538 


C 


ASP 


B 


746 


0 ^ /\ft 0 

35.098 


444 ft ft 

1 4.400 


ft 4 ft ft A 

31 .324 


4 ft ft 

1.00 


ft A ft ft 

24.98 


35 


or on 

2539 


o 


« An 

ASP 


• 

B 


746 


35.762 


AC O Jl O 

15.049 


O O A OO 

32.130 


4 OO 

1 .00 


0 0 r 0 

23.59 


O r— A f\ 

2540 


CB 


a o n 

ASP 


B 


746 


0 r~ oof - 

35.935 


A 0 a or 

12.125 


OO OO A 

30.804 


4 OO 

1.00 


ft^ 

27.37 




2541 


CG 


ASP 


B 


746 


O IT J J >t 

35.774 


H O O 4 C 

10.616 


00 OOO 

30.908 


4 OO 

1 .00 


or a n 

35.48 




ft r 4 ft 

2542 


OD1 


A o o 

ASP 


B 


746 


35.307 


4 ft 4 ft ft 

10.109 


ft 4 ft r 

31.957 


4 ft ft 

1 .00 


ft ft ft ft 

33.88 




O r- a o 

2543 


OD2 


a o n 

ASP 


B 


■7 J A 

746 


O O Act? 

36.155 


0 00^ 
9.937 


00 OOO 

29.933 


4 OO 

1.00 


OA 4 0 

34.19 




OC 4 

2544 


N 


GLN 


B 


747 


34.597 


A A f\ A O 

14.948 


OO OOO 

30.222 


4 OO 

1 .00 


O O A T 

23.17 




nr a r- 

2545 


CA 


1 K 1 

GLN 


B 


747 


O A —7O >t 

34.794 


16.367 


OO O A O 

29.946 


4 OO 

1 .00 


o ft ft ft 

23.00 


45 


AC 4 f> 

2546 


C 


GLN 


B 


747 


34.183 


A ~7 A 0~7 

17.197 


O 4 OCP 

31 .056 


4 OO 

1.00 


4 0 ro 

19.52 


or A ~7 

2547 


o 


| ft. 1 

GLN 


B 


747 


0 a one 

34.805 


18.141 


0 4 rno 

31 .563 


A OO 

1 .00 


0 4 00 
21 .92 




or a o 

2548 


CB 


/-v 1 ft 1 

GLN 


r-j 

B 


747 


0 a a on 

34.139 


4 O ~»0 A 

16.761 


OO O 4 T 

28.617 


4 OO 

1 .00 


00 4 0 
20.19 










D 
D 


fit 




ID. I 




1 .uu 


1 O.O 1 


50 


2550 


CD 


GLN 


B 


747 


34.103 


16.560 


26.104 


1.00 


29.12 




2551 


0E1 


GLN 


B 


747 


33.915 


17.747 


25.876 


1.00 


22.13 




2552 


NE2 


GLN 


B 


747 


33.760 


15.601 


25.243 


1.00 


22.48 


55 


2553 


N 


ILE 


B 


748 


32.948 


16.855 


31.415 


1.00 


20.67 


2554 


CA 


ILE 


B 


748 


32.247 


17.575 


32.454 


1.00 


24.05 




2555 


C 


ILE 


B 


748 


32.978 


1 7.422 


33.766 


1.00 


23.11 
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TABLE 1 0 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


Al UM I Yrt 


HtolDU t 


¥ 


v 
A 


Y 

T 


7 


occ 

vy \mj 


B 


ATOM 


5 


2500 


V 


it p 


R 


74ft 
I HO 


•V* 1Q6 

OO. 1 CJO 


1ft 404 


34 471 


1 00 


20 45 




OCC7 

£00/ 


Ob 


II P 
ILt 


□ 
D 


74ft 
l HO 


^o ftop 


17 08F» 


32 581 


1 00 


24 48 




OCCQ 

^bbo 


Uul 


II P 
I LP 


p 
D 


74ft 
f *r O 


^o 039 


17 S01 


31 328 


1 00 


28 95 


10 


occn 


Oo£ 


II P 
ILt 


Q 
D 


7Aft 
/ HO 


^0 14fi 

OU. I HO 


17 fi74 


33 830 


1 00 


28 57 




2550 


OU1 


II P 
ILt 


□ 
D 


74ft 
f HO 


£0.0£0 


1fi Q21 


31 244 


1 00 


37 34 




2561 


M 

IN 


I fin 


R 


7AQ 
/ ny 


oo.ooo 


1 fi ?nn 


34 076 


1 00 


19 37 




2ot>^ 


OA 


TUD 

I nn 


R 


74Q 


*\A 10ft 


1 S 961 

1 O. «7U 1 


35 320 


1 00 


22 97 


15 


2obo 


O 


TUP 

I nn 


R 1 


74Q 
/ Hy 


OJ.tUt 


16 768 


35 376 


1 00 


19 50 




2564 


U 


TUP 

I nn 


P 


74Q 


OO.DcJO 


17 ^Q1 


36 390 


1 00 


20 73 




2565 


Ob 


TUQ 

I nn 


p 


7AQ 
1 Hy 


0*r.fOl7 


1 4 464 


35 492 


1 00 


27 90 


2U 


2566 


Ubl 


I nn 


p 
D 


7AO 

f ny 


OO.c 1 O 


1 794 

1 O. » t.*T 


35 603 


1 00 


30 62 




OCC7 

2567 


OO/i 


i nn 


p 


7ACk 

i h y 


OO.^Dk7 


14 9^8 

1 H. tJO 


36 742 


1 00 


31 03 




2568 


M 


i pi I 
LtU 


p 


/ ou 


^fi 170 
00. 1 / u 


1fi 780 


34 286 


1 00 


19 81 


25 


2569 


f> A 

OA 


i pi i 
LtU 


p 


7 en 

/ OU 


07 4QQ 

0/ .too 


17 ^96 


34 295 


1 00 


20 44 


2570 


O 


i pi i 
LtU 


p 
D 


/ ou 


<17 O'XO 


1 Q 096 


^4 4QS 


1 00 


23 24 




2571 


u 


1 PI 1 
LtU 


P 
D 




00. u 1 0 


1 Q 676 


35 186 


1 00 


17 97 




2572 


Ob 


1 PI 1 
LtU 


p 


I 0U 


OO.^^O 


17 9RQ 


oq 009 


1 00 


23 58 


ou 


2573 


oo 


1 PI 1 
LtU 


p 


7^n 
/ ou 


^ft fift9 
OO.DOt 


1 S 7QS 

1 O. / 3J 


39 882 


1 00 


22 85 




2574 


OUT 


1 PI 1 
LtU 


p 


7^0 
/ OU 


on 01 Q 


1 *\ ^0Q 


31 477 


1 00 


22 39 




2575 


CD2 


1 CI 1 

LtU 


p 

D 


7Rn 

/ OU 


77A 

oy. / / D 


I O.O^H 


qq 099 


1 00 


26 05 


35 


2576 


M 

N 


II c 
ILt 


P 
D 


7C1 
/ 0 1 


oe 1 00 

00. i yo 


I y .00 1 


ftftl 
OO.OO 1 


1 00 


16 58 


2577 


OA 


II P 
ILt 


P 
D 


7^1 
/ 0 I 


Q*^n 
00. you 


91 000 


34 061 


1 00 


19 30 




2578 


O 


ll P 
ILt 


p 


/ O I 


OC 

OO.fOD 


91 964 
1 .tut 


qe, enq 


1 00 


19 20 




2579 


(J 


ll P 
ILt 


P 


/0 1 


oo.oy*f 


99 9Rft 


36 119 

OU. 1 1 c 


1 00 


20 53 


40 


2580 


Ob 


II P 
ILt 


P 


7^1 
/ O I 


OH. Out 


91 477 


33 064 


1 00 


19 73 




2581 


OOI 


II P 
ILt 


p 


7C1 
/ O I 


qc. 477 


91 c.^S 
^ 1 .000 


31 655 


1 00 


17 39 




2582 


002 


ll P 
ILt 


p 


7^1 
/ O I 


1A 

OH. OOO 


99 R49 


qq 474 


1 00 


19 69 




2583 


OUT 


ll P 
ILt 


p 


7^1 
/ 0 I 


OH.HOO 


91 ftftft 
c. 1 .000 


30 5 C 3 


1 00 


25 86 


45 


2584 


M 

IN 


n\ m 

OLIN 


p 
D 


759 


04 RAQ 


90 ^77 


36 039 

UU ■ \J \JyJ 


1 00 


17 90 

Iff* 




2585 


OA 


oLIN 


P 
D 


759 


0.4 1fi7 

OH. 1 U / 


90 ^.94 


37 407 


1 00 


19 84 




9586 

JUU 


c 


GLN 


B 


752 


35.290 


20.395 


38.424 


1.00 


22.37 


50 


2587 


0 


GLN 


B 


752 


35.241 


21.000 


39.485 


1.00 


20.97 




2588 


CB 


GLN 


B 


752 


33.067 


19.502 


37.702 


1.00 


23.55 




2589 


CG 


GLN 


B 


752 


31.771 


19.857 


36.983 


1.00 


23.27 


55 


2590 


CD 


GLN 


B 


752 


30.646 


18.872 


37.223 


1.00 


27.86 


2591 


OE1 


GLN 


B 


752 


29.481 


19.154 


36.920 


1.00 


30.08 




2592 


NE2 


GLN 


B 


752 


30.980 


17.714 


37.735 


1.00 


21.11 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ft t 

ATOM 


a-¥-/-\» 4 tv/ n r - 

ATOM TYPE 


RESIDUE 


# 


X 


Y 


mm 

z 


-mmm mmm mmm 

occ 


B 


Ah m^mm mmm m m 

ATOM 


5 


2593 


N 


TYR 


B 


753 


36.299 


1 9.588 


38.102 


1.00 


16.66 




ocn a 

2594 


CA 


TYR 


B 


mmj mm f\ 

753 


O mmm A At A 

37.444 


mi f\ A r\ mm 9 

19.437 


39.013 


1.00 


21.25 




2595 


C 


TYR 


B 


^m, mm *m. 

753 


f-ft A J 

38.451 


^\ f»\ mm mfm mm 

20.586 


38.939 


1.00 


21.49 


10 


2596 


o 


TYR 


B 


mmm mm f\ 

753 


39.049 


20.985 


39.945 


1.00 


28.69 




2597 


CB 


TYR 


B 


mm -m\ 

753 


38.256 


18.186 


38.682 


1.00 


19.38 




2598 


CG 


TYR 


B 


753 


37.659 


16.849 


39.059 


1.00 


26.62 


15 


2599 


CD1 


TYR 


B 


753 


36.491 


16.747 


39.813 


1.00 


24.99 


2600 


CD2 


TYR 


mmm 

B 


mmm mm m*. 

753 


mmm mm mmm _0m mm 

38.323 


15.668 


38.710 


1.00 


27.30 




2601 


CE1 


■ y ft. A mrmm 

TYR 


B 


753 


36.007 


15.502 


40.215 


1.00 


28.65 




2602 


CE2 


TYR 


mmm 

B 


mmm mm ^\ 

753 


37.850 


14.432 


39.106 


1.00 


26.34 


20 


2603 


cz 


TYR 


B 


753 


36.707 


14.347 


39.853 


1.00 


29.07 




2604 


OH 


TYR 


B 


mmm mm ^m. 

753 


mmm jm mm mmm —mm 

36.282 


13.103 


40.254 


1.00 


34.63 




2605 


N 


SER 


B 


754 


mmm —m m^_ mmm 

38.639 


21.126 


37.744 


1.00 


20.94 


25 


2606 


CA 


SER 


B 


754 


39.679 


22.122 


37.540 


1.00 


20.30 


2607 


C 


r*\ 

SER 


B 


754 


39.318 


23.587 


37.387 


1.00 


20.01 




2608 


o 


SER 


B 


mmm mmm m 

754 


40.218 


24.404 


37.314 


1.00 


20.79 




rt/*»A\ f\ 

2609 


CB 


p> m mm * t~*\ 

SER 


B 


754 


40.476 


21.734 


36.297 


1.00 


26.89 




2610 


OG 


SER 


B 


- mm m 

754 


mm mmm mm> mmm. 

39.650 


21.929 


35.155 


1.00 


24.56 




2611 


N 


TRP 


B 


mm, f— mmm 

755 


38.040 


23.943 


37.347 


1.00 


18.81 




2612 


CA 


TRP 


B 


755 


37.710 


25.352 


37.136 


1.00 


21.09 


35 


2613 


C 


TRP 


B 


755 


38.414 


26.366 


38.060 


1.00 


22.06 


/"\ A"* J J 

2614 


o 


TRP 


B 


755 


38.864 


27.419 


37.598 


1.00 


21.85 




2615 


CB 


TRP 


B 


"mm mm mm 

755 


36.188 


25.585 


37.199 


1.00 


19.53 ! 




2616 


A"X**N 

CG 


TRP 


B 


755 


35.576 


25.368 


38.537 


1.00 


19.91 


40 

TV 


2617 


CD1 


TRP 


B 


755 


35.105 


rf**ft A mi fS. A*\ 

24.196 


39.045 


1.00 


22.90 




2618 


CD2 


TRP 


B 


mmm mm mmm 

755 


35.393 


26.354 


39.557 


1.00 


24.20 




2619 


NE1 


T* r*% 

TRP 


B 


mmm f— mm 

755 


34.636 ! 


24.389 


40.323 


1.00 


25.70 


45 


2620 


CE2 


-y* r^i 

TRP 


B 


mmm mm mm 

755 


34.804 


mmm _ /ft 

25.707 


mm A"ft Amm mm. J 

40.661 


1.00 


19.09 


2621 


CE3 


ht- r"* 

TRP 


B 


755 


35.672 


27.728 


39.643 


1.00 


23.21 




2622 


CZ2 


TRP 


B 


755 


34.486 


26.379 


41 .842 


1.00 


22.66 




cX>C.O 




TDD 


D 


/DO 


oo.obb 




A A OH 1 

40. on 


a r\r\ 

1 .00 


25.02 


50 


2624 


CH2 


TRP 


B 


755 


34.767 


27.720 


41 .900 


1.00 


26.92 




2625 


N 


MET 


B 


756 


38.512 


26.084 


39.353 


1.00 


20.39 




2626 


CA 


MET 


B 


756 


39.169 


27.042 


40.249 


1.00 


22.21 


55 


2627 


C 


MET 


B 


756 


40.641 


27.207 


39.885 


1.00 


18.94 




2628 


o 


MET 


B 


756 


41.183 


28.334 


39.891 


1.00 


21 .30 




2629 


CB 


MET 


B 


756 


39.051 


26.592 


41 .720 


1.00 


24.34 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 

■ » ■■■» v-/ 1 ftV-# \S L_ 


# 

IT 


X 


Y 

• 


z 


OCC 


B 


ATOM 


5 


2630 

£■> W WW 


CG 


MET 

1 V P 1 BBB 1 | 


B 


756 


39 665 


27.592 


42.706 


1.00 


22.35 




2631 


SD 


MET 

If 1 kn I 


B 


756 


38 654 


29.079 


42.939 


1.00 


27.19 




2632 


CE 


MET 


B 


756 


37 316 


28.325 


43.999 


1.00 


23.83 


in 

1U 


2633 

i— w w v_ff 


N 


SER 


B 

* 


757 

t w # 


41 289 


26 098 


39.556 


1.00 


20.58 




2634 

«w w w« 


CA 


SER 


B 


757 

ff f 


42 700 


26 133 


39.208 


1.00 


21.19 




2635 

4-. W WW 


c 


SER 


B 


757 

ff K*ff f 


42 875 


26 932 


37.917 


1.00 


20.60 


15 


2636 

W W W 


o 


SER 


B 


757 


43 734 


27 793 


37 820 


1.00 


19.30 


2637 

AW WW • 


CB 


SER 


B 


757 

/ W ff 


43 254 


24 702 


39.054 


1.00 


25.76 




2638 


OG 


SER 


B 


757 

# w # 


42 837 


24 114 


37 832 


1 00 


34.55 




2639 


N 


LEU 


B 


758 

i w w 


42 050 


26 665 


36.915 


1.00 


18.54 

■ w • X^ I 


20 


2640 


CA 


LEU 

k_ 


B 


758 

f X-/ X^ 


42 149 


27 419 


35 678 


1 00 


20 03 




2641 


c 

x/ 


LEU 


B 


758 

ff WW 


41 929 


28 915 


35 894 


1 00 


19 30 




2642 


o 


LEU 

l— t— y—r 


B 


758 

ff w v 


42 652 


29 749 


35 323 


1 00 


21 43 


25 


2643 

•C» w~w? 


CB 

V>s ft— ' 


LEU 


B 


758 

f W W 


41 122 


26 896 


34 667 


1 00 


20.21 


2644 


CG 


LEU 


B 


758 

ff WW 


41 373 


25 461 


34 198 


1 00 


25.47 




2645 


CD1 


LEU 


B 

1— ff> 


758 

f w W 


40 154 


24 953 


33 419 


1 00 


26 99 

MB X> * W W 




2646 


CD2 


LEU 

L- L__ \J 


B 

I—* 


758 

# x_/ w 


42 649 


25 424 


33 351 


1 00 


22 02 


30 


2647 


N 
i 


MET 

1 VI 1— 1 


B 


759 


40 949 


29 282 


36 721 

v/w a- ff «b> V 


1 00 


19 96 

■ W •WW 




2648 


CA 


MET 

• VI 1 — 1 


B 


759 


40 679 


30 702 


36 916 


1 00 


17 34 




2649 


c 


MET 

1VI1_ 1 


B 


759 


41 713 


31 441 


37 742 


1 00 


19 85 


35 


2650 


o 


MET 


R 


759 


42 016 


32 600 


37 455 


1 00 


21 26 


2651 


CB 


MET 

IVI 1 — 1 


B 


759 


39 268 


30 914 


37 491 


1 00 


21 30 




2652 


CG 


MET 

IVI L. 1 


B 

I— * 


759 


38 202 


30 434 


36 522 

^/\*/ a I/In m 


1 00 

1 ■ \J w 


25 18 




2653 


SD 


MET 

IVI 1— 1 


B 


759 


36 495 


30 703 


37 019 


1 00 


32 88 


40 


2654 


CE 


MET 


B 


759 


35 638 


29 677 


35 765 


1 00 

I • w W 


35 46 




2655 


N 


VAL 

V ff\l— 


B 


760 


42 282 


30 788 


38 748 

• ff ~V*ff 


1 00 

1 • v w 


19 44 

i w ■ i r 




2656 


CA 


VAL 

V #\ 1— 


B 


760 


43 288 


31 476 


39 548 


1 00 


22 37 


45 


2657 


c 


VAL 


B 


760 


44 582 


31 585 


38 723 


1 00 


23 17 


2658 


o 

x^ 


VAL 

V f» 1— 


B 


760 


45 346 


32 547 


38 842 


1 00 


22 82 




2659 

■W w ww 


CB 


VAL 


B 


760 


43 511 


30 753 


40 921 


1 00 


22 03 

t x«* x^ 




2660 


CG1 


VAL 


B 


760 


44.296 


29.450 


40.762 


1.00 


22.24 


50 


2661 


CG2 


VAL 


B 


760 


44.161 


31.725 


41 .908 


1.00 


26.70 




2662 


N 


PHE 


B 


761 


44.810 


30.611 


37.847 


1.00 


23.09 




2663 


CA 


PHE 


B 


761 


45.989 


30.643 


36.989 


1.00 


24.16 


55 


2664 


C 


PHE 


B 


761 


45.832 


31 .784 


35.978 


1.00 


23.45 


2665 


O 


PHE 


B 


761 


46.794 


32.493 


35.674 


1.00 


24.87 




2666 


CB 


PHE 


B 


761 


46.128 


29.298 


36.266 


1.00 


25.81 
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TABLE 1 0 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 

' * l Will III 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 


2667 

\S \f 9 


CG 


PHE 


R 

j i— ' 


761 


47 512 


29 020 


35 741 


1 00 


25 64 


2668 

W Vr W 


CD1 


PHE 


R 


761 

/ U 1 


48 586 

W • W W W 


28 889 

AW w • \s\J W 


36 616 


1 00 


25 1 8 


2669 

\S \S 


CD2 


PHE 

ill i_ 


R 


761 

1 w 1 


47 719 


28 794 


34 383 


1 00 


19 58 

I S.wU 


2670 


CE1 


PHE 


R 


761 


49 836 

W • V#W W 


28 528 


36 135 


1 00 


27 13 

C I , 1 u 


2671 


CE2 

w^ 1 f 


PHE 

III L_ 


R 


761 

/ U 1 


48 964 

♦ w w T 


28 430 


33 8Q5 

OO.U SO 


1 00 


PS 8Q 


2672 


CZ 


PHE 
■ ill— 


R 


761 

i U 1 


50 026 


28 294 


34 770 


1 00 


Pfi 7Q 


2673 


N 


GLY 

VJL 1 


B 


762 


44 619 


31 932 




1 no 


?fi 41 

^U.*T 1 


2674 

CU # t 


CA 


GLY 

\~l 1— 1 


B 


762 


44 315 


32 Qftfl 

JC< sou 


34 4Q3 


1 00 


2? 56 


2675 


c 


GLY 


B 


762 


44 459 


34 341 


35 170 


1 00 


24 22 


2676 

£- w f u 


o 

w 


GLY 


B 


762 


45 005 


35 281 


34 588 


1 00 


22 86 


2677 

bw r / 


N 


LEU 


B 


763 


43 966 


34 441 


36 406 


1 00 


22 38 


2678 

mm w * V 


CA 


LEU 

LUV 


B 


763 


44 083 


35 674 


37 186 


1 00 


20 84 

Cw.U*T 


2679 


C 


LEU 

1— I— V-/ 


B 


763 


45 567 


36 032 


37 319 


1 00 


23 50 


2680 

W V 


0 


LEU 


B 


763 

» uu 


45 961 


37 202 


37 1 83 

\J 1 . 1 uw 


1 00 

1 .VsU 


23 47 


2681 


CB 


LEU 


B 


763 


43 490 


35 476 


38 586 


1 00 


25 56 


2682 


CG 


LEU 


B 


763 


43 743 

•TO. / >w 


36 570 


39 641 


1 00 

1 .\J\J 


19 73 


2683 


CD1 


LEU 


B 


763 


43 178 


37 897 

O / .US ' 


39 172 

OS. tic. 


1 00 


20 52 


2684 

t»Uw~ 


CD2 


LEU 


B 


763 


43 081 


36 166 

vJU. 1 UU 


40 948 


1 00 


21 82 


2685 

C WWW 


N 


GLY 


B 

1— r 


764 

« U*T 


46 379 


35 015 


37 588 

U/ .JOO 


1 00 


23 30 


2686 


CA 


GLY 


B 


764 


47 805 


35 230 


37 747 


1 00 

1 .\J\J 


26 93 


2687 


c 

>✓ 


GLY 


B 


764 


48 398 


35 805 


36 481 

UU.*TU 1 


1 00 


28 28 


2688 


o 


GLY 


B 

*-* 


764 


49 167 


36 768 


36 511 

JU.J 1 1 


1 00 

1 .uv 


31 36 

U 1 -UU 


2689 


N 


TRP 

i i 1 1 


B 


765 


48 025 


35 220 


35 351 


1 00 


23 45 


2690 


CA 


TRP 

i i 1 1 


B 


765 

* w w 


48 539 

~ W» WW w 


35 681 

w w . WW 1 


34 073 


1 00 


27 13 


2691 

4— V/ W 1 


c 


TRP 

i i 1 1 


B 


765 

/ ww 


48 133 


37 117 


33 746 


1 00 

1 .VsVS 


26 40 

t_ W . T W 


2692 


0 


TRP 


B 


765 

1 Uw? 


48 970 


37 924 


33 333 


1 00 

1 .uu 


29 82 


2693 


CB 


TRP 

■ ■ 1 1 


B 


765 


48 091 


34 726 


32 961 


1 00 

1 .WW 


26 89 


2694 


CG 


TRP 1 

■ ■ 1 1 


B 


765 


48 662 


35 089 


31 648 

U 1 . w ™w 


1 00 

1 .WW 


26 96 


2695 


CD1 


TRP 

I I 1 1 


B 


765 


48 053 


35 775 


30 641 


1 00 

1 .WW 


29 28 

^S .CU 


2696 

b W W W 


CD2 


TRP 

l l 1 1 


B 


765 


50 01 9 


34 893 


31 241 

U 1 ■ < 1 


1 00 

1 .WW 


26 36 


2697 


NE1 


TRP 


B 


765 


48.951 


36.022 


29.630 


1.00 


29 91 


2698 


CE2 


TRP 


B 


765 


50.167 


35.493 


29.975 


1.00 


31 .07 


2699 


CE3 


TRP 


B 


765 


51.127 


34.270 


31 .832 


1.00 


29.13 


2700 


CZ2 


TRP 


B 


765 


51 .388 


35.489 


29.279 


1.00 


33.25 


2701 


CZ3 


TRP 


B 


765 


52.342 


34.264 


31.140 


1.00 


32.77 


2702 


CH2 


TRP 


B 


765 


52.456 


34.868 


29.881 


1.00 


26.10 


2703 


N 


ARG 


B 


766 


46.855 


37.451 


33.924 


1.00 


25.83 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 
2704 
2705 
2706 
2707 
2708 
2709 
2710 
2711 
2712 
2713 
2714 
2715 
2716 
2717 
2718 
2719 
2720 
2721 
2722 
2723 
2724 
2725 
2726 
2727 
2728 
2729 
2730 
2731 
2732 
2733 
2734 
2735 
2736 
2737 
2738 
2739 
2740 



ATOM TYPE 
CA 



CB 
CG 
CD 
NE 
CZ 
NH1 
NH2 
N 

CA 



CB 
OG 
N 
~CA 



CB 
CG 
CD1 
CD2 
CE1 
CE2 
CZ 
OH 
N 

CA 



CB 
CG 
CD 
CE 
NZ 



RESIDUE # | X 

ARG B | 766 ~ 

ARG B I 766 " 

ARG B I 766 

ARG B | 766" 

ARG B | 766" 

ARG B I 766~~ 

ARG B I 766 " 

ARG B I 766 " 

ARG B I 766 

ARG B I 766" 

SER B | 767" 

SER B I 767~ 

SER B | 767"" 

SER B | 767 

SER B I 767 " 

SER B I 767 

TYR B | 768~ 

TYR B I 768~ 

TYR B I 768~ 

TYR B I 768~" 

TYR B I 768~ 

TYR B | 768 

TYR B | 768~ 

TYR B I 768 

TYR B 768 

TYR B I 768 

TYR B | 768~ 

TYR B I 768 

LYS B 769 

LYS B I 769~ 

LYS B I 769 

LYS B I 769 

LYS B | 769 ~ 

LYS B | 769 " 

LYS B I 769 

LYS B | 769~ 

LYS B | 769 



46.406 

47.084 

47.389 

44.883 

44.047 

42.589 

42.078 

41.655 

41 .673 

41.210 

47.322 

47.954 

49.388 

49.878 

47.961 

46.653 

50.050 

51 .436 

51.631 

52.572 

51.890 

53.208 

54.365 

53.308 

55.590 

54.525 

55.661 

56.865 

50.707 

50.828 

50.290 

50.755 

50.172 

50.422 

49.872 

50.140 

49.610 



38.808 

39.831 

40.943 

38.939 

38.200 

38.568 

38.160 

36.932 

35.975 

36.665 

39.465 

40.405 

40.617 

41 .740 

39.857 

39.669 

39.512 

39.532 

40.356 

41.143 

38.082 

37.878 

38.560 

36.950 

38.317 

36.700 

37.386 

37.125 

40.223 

40.907 

42.338 

43.115 

40.031 

40.435 

39.351 

39.630 

38.525 



OCC 
33.639 
34.538 
34.104 
33.808 
32.774 
32.948 
34.256 
34.559 
33.656 
35.784 
35.793 
36.721 
36.273 
36.209 
38.147 
38.646 
35.967 
35.514 
34.241 
34.137 
35.319 
34.597 
34.984 
33.560 
34.356 
32.929 
33.331 
32.706 
33.300 
32.018 
31.934 
31.103 
30.943 
29.497 
28.577 
27.113 
26.263 



B 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 
1.00 



ATOM 

24.82 

24.76 

28.34 

26.93 

24.24 

26.44 

26.20 

23.20 

26.38 

23.30 

21.83 

24.98 

26.41 

26.61 

24.94 

30.28 

29.18 

30.71 

34.29 

37.28 

31.45 

36.24 

38.98 

38.42 

40.04 

40.42 

43.23 

51.72 

33.52 

37.03 

36.01 

33.96 

41.58 

50.59 

52.94 

55.40 

56.70 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 

#V 1 VIVI III l__ 


RESIDUE 

1 < 1 — ul LJ \J 1 


# 

IT 


X 


V 

I 


7 


occ 


R 

LJ 


ATOM 


2741 


N 


HIS 


R 

LJ 


770 


49 329 


42 700 


32 780 

WL. . / OO 


1 on 


35 P4 

OO.fct 


2742 


CA 


HIS 

ri io 




770 


48 758 

iw - f JU 


44 047 


32 7P3 
\jc . i e<j 


1 on 


34 60 

Ot.OO 


2743 


c 


HIS 


R 


770 


49 204 


45 022 

" v> . VJi r 


33 7Q0 


1 nn 


36 43 
oo.to 


2744 


o 


HIS 


R 




49 272 


46 229 


33 541 


1 nn 


34 37 

OH.O/ 


2745 


CB 


HIS 


R 
i_> 


770 
/ / u 


47 236 

*T / .LOU 


43 Q83 


3P 747 

\JC tit 


1 nn 


35 70 
Oo. / u 


2746 


CG 


HIS 


R 

LJ 


770 


46 64 Q 


43 P7P 


31 573 


1 nn 


46 81 


2747 


ND1 

1 N LJ 1 


HIS 


R 


770 
/ / u 


46 827 


43 706 
to. / wo 


30 P77 


1 nn 


50 5P 


274fl 
c / to 


CD2 


HIS 


R 

LJ 


770 


45 8Q? 


4P 15P 
*ve. i »Jt 


31 4QR 


1 nn 

I .uu 


4Q pn 


P74Q 


CF1 


HIS 

nio 


R 


770 

f 1 \J 


46 P05 


4P 883 


PQ A^P 


1 nn 


4Q P7 
Hly.e I 


2750 


NF2 


HIS 


R 


770 

1 1 u 




41 Q3P 


30 165 

OU. 1 D«J 


1 nn 

1 .uu 


51 77 
ol.// 


P751 

LI J 1 


N 


\/AI 


R 


771 


H 57 . *tO / 


*r*T.\jto 


34 Q85 


1 nn 

I .uu 


33 76 
oo. / o 


2752 


CA 


VAL 


R 

LJ 


771 


4Q Q07 


45 40Q 


36 054 


1 00 
1 .uu 


3p pn 


2753 

C / vSO 


c 


VAL 


R 

LJ 


771 


51 22Q 


44 Q88 


36 67Q 

OO.O / 17 


1 00 
1 .uu 


3n Q8 


2754 

C / «J*T 


VJ 


VAL 


R 


771 


51 47Q 


45 P35 

*TsJ.^O«J 


37 8 52 


1 00 
1 .uu 


34 33 

Ot.OO 


2755 


CB 


VAL 


R 


771 


48 7Q5 

to. / v3»J 


45 5P0 


37 136 

Of ■ 1 oo 


1 on 

1 .uu 


34 Q5 
ot.ao 


2756 

C- 1 «JU 


CG1 


VAL 

V /^L_ 


R 

LJ 


771 
/ i i 


47 603 


46 PQ7 
to. exy i 


36 576 


1 on 

1 .uu 


33 5n 

OO.JU 


2757 

CI Of 


CG2 


VAI 


R 

LJ 


771 
f i i 


48 339 


44 140 

*T*T. 1 tU 


37 557 


1 00 
i .uu 


PQ 74 


2758 


N 


SER 


R 

LJ 


77? 


5? 075 


44 350 


35 878 
o«j.o f o 


1 on 

1 .uu 


3n 6P 


2759 


CA 


SER 


R 

LJ 


77P 

lie 


53 386 


43 Q07 

"tO.570 / 


36 338 
ou.ooo 


1 nn 

1 .uu 


31 Q5 


2760 

C 1 \J\J 


r* 


SFR 


R 


77P 
1 1 e 


53 P84 


43 01 5 

tO.v 1 3 


37 561 

Ol .OO 1 


1 nn 

1 .uu 


33 QP 


2761 


o 


SFR 


R 

LJ 


779 

1 1 c 


54 226 


4P Q30 


38 350 


1 nn 

1 .uu 


3n no 

ou.uu 


2762 


CB 


SFR 


R 

LJ 


77P 

llC. 


54 P56 


45 117 


36 674 


1 nn 

1 .uu 


34 85 

Ot.OO 


2763 


OG 


SFR 


R 

LJ 


772 
lie 


54 357 


45 981 


35 558 
oo . ooo 


1 on 

1 .uu 


43 83 
to.oo 


2764 


N 


GLY 


R 

LJ 


773 
1 1 <j 


52 128 
%je. i lo 


42 371 

tL.O/ 1 


37 7P4 


1 nn 

1 .uu 


P8 37 
eo.o t 


2765 


CA 


GLY 


R 

LJ 


773 
1 1 <j 


51 Q17 

vJ 1 . s7 1 / 


41 473 


38 844 
oo.ott 


1 no 

1 .uu 


PQ 00 


2766 

C / tJ u 


c 


GLY 


R 

LJ 


773 
i i \j 


51 706 


4P 154 


40 186 

to. 1 OU 


1 00 
1 .uu 


P6 33 

tO.OO 


2767 

C f U / 


o 


GLY 


B 

LJ 


773 


51 644 


41 48P 


41 PP4 
*+ i .eei 


1 00 
1 .uu 


P6 Q4 


2768 


N 


GLN 

VJ L_l M 


B 

LJ 


774 


51 554 

%J 1 .nJsJ*T 


43 474 


40 177 

tU. 1 1 1 


1 00 


24 8Q 


2769 


CA 


GLN 


R 

LJ 


774 


51 411 

«J 1 .*T 1 1 


44 204 


41 429 


1 00 
1 .uu 


P6 11 
e\j. i i 


2770 


c 


GLN 


B 

LJ 


774 


49 994 


44 597 

. *J xj / 


41 871 


1 00 

1 .uu 


28 67 

lU.U 1 


2771 


0 


GLN 


B 


774 


49.818 


45.376 


42.811 


1.00 


27.16 


2772 


CB 


GLN 


B 


774 


52.345 


45.425 


41.417 


1.00 


25.33 


2773 


CG 


GLN 


B 


774 


53.803 


45.022 


41.149 


1.00 


29.08 


2774 


CD 


GLN 


B 


774 


54.233 


43.816 


41.973 


1.00 


27.66 


2775 


0E1 


GLN 


B 


774 


54.227 


43.848 


43.216 


1.00 


30.12 


2776 


NE2 


GLN 


B 


774 


54.600 


42.738 


41 .289 


1.00 


30.15 


2777 


N 


MET 


B 


775 


48.993 


44.041 


41.196 


1.00 


24.77 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM I 


ATOM TYPE [" 


RESIDUE 


~# r 


~~x r 


Y 


-7 
L 




B 


ATOM 


2778 F 


CA I 


MET 


B 


775 1 


47.589 


A A OOO \ 

44.238 j 


/i 1 c.cn ! 
4 I .ODU j 


1 nn 


26 82 


2779 I 


C I 


MET 


i | 


775 1 


46.920 


42.961 | 


a-\ nQi 
41 .uy 1 


1 no 


24 83 

t~tW |i 


2780 I 


0 I 


MET 


B 


775 T 


47.494 


42,244 \ 




1 nn 


26 99 


2781 | 


CB I 


MET 


B 1 


775 | 


46.952 


At 1— a aA i~\ \ 

45.419 


40. o£/ [ 


1 nn • 


28 09 1 


2782 I 


CG j" 


MET 


B 


775 


47.653 


A f\ ^ A A I 

46.741 ! 


4 1 .0^4 


1 nn ! 


P6 44 1 


2783 I 


SD l 


MET 


B 


775 1 


46.706 


48.01 9 


A(\ H Q/l J 

4U.iy4 


1 nn 

I .uu 


37 11 > 


2784 I 


ci [ 


MET 


B j 


775 


47.958 


49.275 | 


oy.oo/ * 


1 nn ! 


41 20 


2785 I 


N I 


LEU 


B 


776 I 


45.739 


42.655 


41 .0 11 


1 nn 

I .uu i 


26 95 1 


2786 | 


CA T 


[iu 


B j 


776 1 


45.017 


A * AC A 1 

41 .454 


41 .I/O 


1 no 


23 64 1 


2787 j 


c I 


LEU 


B 


776 [ 


44.072 I 


41 .936 I 


40. uy/ 


1 nn I 

I .UU I 


25 94 


2788 | 


O I 


LEU 


B 


776 1 


43.125 I 


42.672 


A C\ 0~70 i 

40.37<£ j 


1 .uu 1 


PR 27 


2789 I 


CB [ 


LEU 


B 


776 1 


44.235 


40.826 


vio Tin 
4*1. 00U | 


1 nn 

I .UU 1 


26 64 i 


2790 I 


CG 


LEU 


B 


776 


45.070 I 


A A*\ tf\ ^\ A 1 

40.094 | 


4o.oyu 


1 nn 

i .UU 


27 80 


2791 


CD1 j 


[iu 


B | 


776 


44.161 I 


39.532 


/I j| A CI O 1 

44.46i£ 


i nn 
1 .uu 


Oft Rfi 


I 2792 I 


CD2 


LEU 


B 


776 1 


45.855 I 


38.956 


/in 70c 


1 nn 

1 .UU 


29 50 1 


2793J 


N 


TYR 


B j 


777 j 


44.357J 


At J f\ J 1 

41.521 


38. ODD 


1 nn ! 

1 .UU i 


ft8 1 


I 2794 


CA "J 


TYR 


B 


777 


43.590 


A .a ft A 

41.934 | 


37.700 


1 nn 

I .uu 


P^ 44 


2795 


C 


TYR 


B 


777 


42.525 


a r\ 0 f\ O 

40.892 


o/.oyy 


1 nn 

1 .UU 


25 02 


2796 


0 


TYR 


B 1 777 


42.665 


40.086 


36.47/ 


1 nn 

I .UU 


?2 33 


2797 


CB 


TYR 


B 


1 777 


44.565 


42.113 


oe coo 
: 3o.53o 


i nn 
1 .uu 


I P7 ^4 


I 2798 


CG 


TYR 


B 


777 


I 44.011 


1 A a*~\ 4*% A A 

42.846 


35.34^ 


1 nn 
l .uu 


PQ 61 


2799 


CD1 


TYR 


B 


777 


I 43.122 


42.230 


34.4oo 


1 nn 
I .uu 


^P 26 


2800 


CD2 


TYR 


B 


777 


I 44.397 


44.155 


35.07o 


! 1 nn 
j 1 .uu 


! ^n 45 


2801 


] cii 


[ TYR 


B 


777 


I 42.644 


42.899 


33.350 


' 1 nn 
I .uu 




2802 


cii 


| TYR 


B 


777 


I 43.926 


44.834 


OO Ci~7 H 

33.y/i 


1 nn 
] I .uu 


1 ^^13 


2803 


1 cz 


TYR 


B 


777 


I 43.054 


44.205 


1 00 h no 
33.1 Oo 


I 1 nn 
I .uu 


1 ^4 40 


2804 


j OH 


TYR 


B 


777 


I 42.624 


44.877 


Oi OQO 


1 nn 

I .uu 


1 ^4 07 


2805 


N 


PHE 


B 


778 


I 41.463 


40.899 


3o.^U4 


I 1 nn 
1 .uu 


! p? 02 


2806 


1 CA 


1 PHi 


B 


778 


40.359 


39.952 


38.004 


1 nn 

1 .uu 


\ P4 28 


2807 


1 C 


PHE 


B 


778 


I 39.700 


| 40.235 


oc ceo 


1 nn 

I I .uu 


T 24 40 


j 2808 


O 


PHE 


B 


778 


39.355 


1 39.313 


35.916 


! 1 nn 
l .uu 


1 P^ S4 


j 2809 


j CB 


PHE 


B 


778 


39.329 


40.097 


1 39.126 


1.00 


20.00 


2810 


CG 


PHE 


B 


778 


I 39.805 


39.594 


40.444 


1.00 


21.83 


2811 


1 CD1 


1 PHE 


B 


778 


39.841 


38.227 


I 40.709 


I 1.00 


I 21.24 


2812 


1 CD2 


1 ph! 


B 


778 


40.238 


40.482 


41.426 


1.00 


25.82 


2813 


"I cii 


"j PHE 


B 


778 


40.299 


37.762 


41.930 


1.00 


24.17 


2814 


1 CE2 


j PHE 


B 


778 


40.702 


40.013 


42.656 


TToo 


21.13 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


z 


OCC 


B 


ATOM 


5 


2815 


CZ 


PHE 


B 


778 


40.729 


38.650 


42.901 


1.00 


21.77 




2816 


N 


ALA 


B 


779 


39.530 


41.522 


36.367 


1.00 


22.16 




2817 


ML 

CA 


ALA 


B 


779 


38.930 


41.976 


35.113 


1.00 


24.84 


10 


2818 


C 


ALA 


B 


779 


39.289 


43.453 


34.917 


1.00 


25.04 




2819 


0 


ALA 


B 


779 


39.724 


44.114 


35.850 


1.00 


25.47 




2820 


CB 


ALA 


B 


779 


37.407 


41.814 


35.155 


1.00 


20.33 


15 


2821 


N 


PRO 


B 


780 


39.075 


43.995 


33.708 


1.00 


29.20 


2822 


CA 


PRO 


B 


780 


39.412 


45.403 


33.488 


1.00 


31 .77 




2823 


C 


PRO 


B 


780 


38.656 


46.367 


34.407 


1.00 


33.65 




2824 


o 


PRO 


B 


780 


39.149 


47.463 


34.704 


1.00 


31,21 


20 


2825 


CB 


PRO 


B 


780 


39.066 


45.603 


32.004 


1.00 


33.06 




2826 


CG 


PRO 


B 


780 


39.260 


44.203 


31 .433 


1.00 


37.79 




2827 


CD 


PRO 


B 


780 


38.515 


43.414 


32.480 


1.00 


28.89 


25 


2828 


N 


ASP 


B 


781 


37.465 


45.951 


34.851 


1.00 


30.03 


2829 


CA 


ASP 


B 


781 


36.603 


46.758 


35.719 


1.00 


27.54 




2830 


c 


ASP 


! B 


781 


36.606 


46.262 


37.171 


1.00 


30.56 




2831 


0 


ASP 


B 


781 


35.774 


46.680 


37.987 


1.00 


30.31 


30 


2832 


CB 


ASP 


B 


781 


35.163 


46.739 


35.172 


1.00 


30.77 




2833 


CG 


ASP 


B 


781 


34.536 


45.344 


35.210 


1.00 


32.93 




2834 


OD1 


ASP 


B 


781 


35.251 


44.350 


34.942 


1.00 


30.51 


35 


2835 


OD2 


ASP 


B 


781 


33.317 


45.240 


35.482 


1.00 


38.32 


2836 


N 


LEU 


B 


782 


37.539 


45.368 


37.485 


1.00 


28.57 




2837 


CA 


LEU 


B 


782 


37.667 


44.820 


38.833 


1.00 


27.89 




y-(. j-fc -fc n 

2838 


c 


LEU 


B 


782 


39.135 


44.522 


39.090 


1.00 


27.07 




2839 


0 


LEU 


B 


782 


39.611 


43.382 


38.993 


1.00 


25.66 




2840 


CB 


LEU 


B 


782 


36.808 


43.555 


38.996 


1.00 


23.48 




2841 


CG 


LEU 


B 


782 


36.673 


43.026 


40.431 


1.00 


27.04 


45 


2842 


CD1 


LEU 


B 


782 


36.229 


44.163 


41 .340 


1.00 


30.90 


2843 


CD2 


LEU 


B 


782 


35.666 


41 .850 


40.492 


1.00 


26.37 




2844 


N 


■ ■ mamm 

ILE 


B 


783 


39.860 


45.584 


39.399 


1.00 


26.64 




OO A C 


OA 


1 1 CT 

ILE 


B 


TOO 

783 


41 .279 


45.491 


Ort ^ 1— 

39.675 


1.00 


28.26 


50 


2846 


c 


ILE 


B 


783 


41.460 


45.862 


41.126 


1.00 


25.73 




2847 


0 


ILE 


B 


783 


40.948 


46.879 


41.587 


1.00 


29.13 




2848 


CB 


ILE 


B 


783 


42.070 


46.471 


38.778 


1.00 


28.66 


55 


2849 


CG1 


ILE 


B 


783 


41 .847 


46.101 


37.314 


1.00 


28.24 




2850 


CG2 


ILE 


B 


783 


43.552 


46.422 


39.108 


1.00 


30.46 




2851 


CD1 


ILE 


B 


783 


42.448 


47.084 


36.325 


1.00 


33.70 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


2852 


N 


LEU 


B 


784 


42.175 


45.022 


41.855 


1.00 


30.10 


2853 


CA 


LEU 


B 


784 


42.400 


45.278 


43.263 


1.00 


27.98 


2854 


C 


LEU 


B 


784 


43.870 


45.525 


43.576 


1.00 


26.93 


2855 


0 


LEU 


B 


784 


44.663 


44.587 


43.507 


1.00 


24.54 


2856 


CB 


LEU 


B 


784 


41.969 


44.081 


44.099 


1.00 


30.52 


2857 


CG 


LEU 


B 


784 


40.599 


43.447 


43.895 


1.00 


35.83 


2858 


CD1 


LEU 


B 


784 


40.345 


42.533 


45.087 


1.00 


36.58 


2859 


CD2 


LEU 


B 


784 


39.523 


44.498 


43.810 


1.00 


36.04 


2860 


N 


ASN 


B 


785 


44.237 


46.761 


43.912 


1.00 


25.22 


2861 


CA 


ASN 


B 


785 


45.625 


47.017 


44.306 


1.00 


30.59 


2862 


C 


ASN 


B 


785 


45.715 


46.566 


45.763 


1.00 


29.47 


2863 


0 


ASN 


B 


785 


44.688 


46.271 


46.387 


1.00 


30.15 


2864 


CB 


ASN 


B 


785 


46.018 


48.501 


44.155 


1.00 


25.33 


2865 


CG 


ASN 


B 


785 


45.043 


49.451 


44.824 


1.00 


29.56 


2866 


OD1 


ASN 


B 


785 


44.530 


49.182 


45.907 


1.00 


35.66 


2867 


ND2 


ASN 


B 


785 


44.815 

# 


50.590 


44.193 


1.00 


30.74 


2868 


N 


GLU 


B 


786 


46.918 


46.509 


46.321 


1.00 


30.15 


2869 


CA 


GLU 


B 


786 


47.051 


46.007 


47.684 


1.00 


29.94 


2870 


c 


GLU 


B 


786 


46.168 


46.734 


48.691 


1.00 


30.50 


2871 


0 


GLU 


B 


786 


45.591 


46.100 


49.572 


1.00 


30.06 


2872 


CB 


GLU 


B 


786 


48.527 


46.011 


48.132 


1.00 


34.17 


2873 


CG 


GLU 


B 


786 


48.744 


45.444 


49.540 


1.00 


33.86 


2874 


CD 


GLU 


B 


786 


50.188 


45.061 


49.836 


1.00 


41.39 


2875 


OE1 


GLU 


B 


786 


51.113 


45.780 


49.403 


1.00 


34.83 


2876 


OE2 


GLU 


B 


786 


50.399 


44.042 


50.530 


1.00 


40.62 


2877 


N 


GLN 


B 


787 


46.051 


48.051 


48.569 


1.00 


32.42 


2878 


CA 


GLN 


B 


787 


45.205 


48.804 


49.499 


1.00 


35.44 


2879 


C 


GLN 


B 


787 


43.748 


48.337 


49.417 


1.00 


34.61 


2880 


0 


GLN 


B 


787 


43.051 


48.231 


50.430 


1.00 


31.06 


2881 


CB 


GLN 


B 


787 


45.267 


50.303 


49.195 


1.00 


33.37 


2882 


CG 


GLN 


B 


787 


44.361 


51.147 


50.096 


1.00 


42.09 


2883 


CD 


GLN 


B 


787 


44.724 


51.049 


51.571 


1.00 


48.86 


2884 


OE1 


GLN 


B 


787 


43.991 


51.537 


52.435 


1.00 


55. 2 4 


2885 


NE2 


GLN 


B 


787 


45.861 


50.430 


51.864 


1.00 


49.14 


2886 


N 


ARG 


B 


788 


43.283 


48.065 


48.206 


1.00 


31.38 


2887 


CA 


ARG 


B 


788 


41.909 


47.625 


48.043 


1.00 


34.58 


2888 


C 


ARG 


B 


788 


41 .784 


46.219 


48.645 


1.00 


32.19 
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TABLE 1 0 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 

Tr 




v 
i 


7 
*— 


occ 

\J , \J\J 


R 

LJ 


ATOM 


2889 


o 


ARG 


R 


788 


40 755 

W. 1 OO 


45 872 


49 240 


1 00 
1 .oo 


35 75 

oo. / o 


2890 

COOO 


CB 


ARG 


R 


788 
i oo 


41 524 


47 641 


46 570 

*rU.J / O 


1 00 

1 .oo 


26 45 


2891 

CO«7 1 


CG 


ARG 


R 


788 


40 034 


47 506 


46 356 


1 00 

1 .oo 


37 78 
o / . / o 


2892 


CD 


ARG 


R 
lj 


788 


39 652 


47 601 


44 891 


1 00 
1 .oo 


43 22 


2893 


NF 


ARG 


R 
lj 


788 

/ oo 


Qfl POP 


47 526 


44 738 

" f ■ t . / oo 


1 00 
1 .oo 


40 59 




CZ 


nno 


R 


788 
/ oo 


37 560 

O/ .JOU 


47 561 

t f .OO 1 


43 577 
*to.o/ / 


1 00 
1 .oo 


46 17 
to. 1 / 


2895 


NH1 


ARG 


R 

LJ 


788 

1 oo 


38 236 


47 671 

*T / .O f 1 


42 438 


1 00 
1 .oo 


45 3? 


2896 


NH2 

IVI 1 Cm. 


ARG 


R 

LJ 


788 


36 233 


47 491 


43 563 


1 00 

1 .oo 


47 99 


2897 

cue? / 


N 
i v 


MET 

■ VI l_ I 


R 
lj 


789 


42 841 


45 420 


48 505 

TO . JUJ 


1 00 
1 .oo 


34 27 

0*T . C 1 


2898 


CA 


MFT 

IVId 1 


B 


789 

/ OO 


42 865 


44 07? 


49 068 

"+57 .OOO 


1 00 
I .oo 


30 67 

oo.o / 


28QQ 


c 

\J 


MET 


R 


789 

/ OO 


42 757 

*T£>. /Of 


44 175 


50 583 
oo .ooo 


1 00 
1 .oo 


37 95 

Or .OO 


2900 


o 


MET 


R 


789 


41 995 


43 451 


51 220 

O 1 . C-C\J 


1 00 

1 .oo 


33 50 

oo. oo 


2901 

C C7 VJ I 


CB 


MET 

IVI I— 1 


R 


789 


44 184 


43 352 


48 774 


1 00 

1 .oo 


31 27 

O 1 • L— 1 


2902 


CG 


MET 

IVI I— 1 


B 

LJ 


789 
/ oo 


44 522 

t"l . sJCC 


43 165 


47 317 

*T / .O 1 1 


1 00 

1 .oo 


30 70 

OO. 1 o 


2903 


SD 


MET 

IVI L_ 1 


R 


789 


46 045 

TO . OTO 


42 194 


47 093 


1 00 

1 .oo 


32 85 


2904 


CE 


MET 

IVI 1— 1 


R 

LJ 


789 

/ OO 


46 482 


42 698 


45 419 
tj.t i o 


1 00 

1 .oo 


29 49 

CZJ ."TO 


2905 

£000 


N 


LYS 


R 


790 

l OO 


43 545 


45 076 


51 157 

O 1 ■ 1 o # 


1 00 
1 .oo 


35 89 

oo.oo 


2906 


CA 


L YS 

LI 


R 

LJ 


790 

1 oo 


1 

43 574 

T J. O 1 T 


45 250 


52 605 


1 00 

1 .oo 


40 34 

"O . O" 


2907 


c 


LYS 


R 

LJ 


790 


42 21 0 


45 644 


53 187 

oo .10/ 


1 00 

1 .oo 


41 10 


2908 

£.000 


o 


LYS 


R 

LJ 


790 
i oo 


41 873 


45 255 


54 309 
o*t.ooo 


1 00 
1 .oo 


41 11 


2909 


CB 


LYS 


B 


790 
i oo 


44 642 


46 290 


52 948 


1 00 
1 .oo 


38 07 

OO.O / 


2910 

£.0 1 O 


CG 


LYS 


B 


790 
/ oo 


45 016 

tJ.u 1 U 


46 402 


54 411 

0*t.*T 1 1 


1 00 

1 .oo 


46 09 

*TO.OO 


2911 

C— 1 1 


CD 


LYS 

LI W 


R 


790 


46 202 


47 357 


54 572 

O^.O > 


1 00 

1 .oo 


50 19 

OO. 1 o 


2912 


CE 


LYS 


R 


790 


47 419 


46 859 


53 795 

OO. f c o 


1 00 

1 .oo 


53 06 

kJkJ m\J\J 


2913 


NZ 


LYS 


R 

LJ 


790 
i *j\j 


48 594 


47 781 


53 878 

OO ■ VJ / \J 


1 00 

1 -OO 


61 09 


2914 


N 
■ v 


GLU 


R 

LJ 


791 


41 425 


46 397 


52 418 


1 00 

1 .oo 


42 50 


2915 


CA 


GLU 

\J,L-.\J 


R 

LJ 


791 
/ j i 


40 097 


46 848 


52 848 


1 00 

1 .oo 


45 42 


2916 


c 

\J 


GLU 


B 

LJ 


791 
i o i 


38 974 

\J\J ,>J 1 T 


45 916 


52 374 

OC.O / " 


1 00 

1 .oo 


45 11 

TO. 1 1 


2917 


o 


GLU 


R 


791 
> ^ i 


37 797 


46 271 


52 456 

OC . " oo 


1 00 

1 .oo 


46 15 

"TO . 1 O 


2918 
&o i o 


CB 

lj 


GLU 


R 

LJ 


791 

f v7 1 


39 812 


48 248 


52 281 

*JC- mC\J 1 


1 00 

1 .oo 


45 54 


2919 


CG 


GLU 


B 


791 


40.788 


49.343 


52.711 


1.00 


51.32 


2920 


CD 


GLU 


B 


791 


40.477 


50.691 


52.075 


1.00 


53.09 


2921 


0E1 


GLU 


B 


791 


39.310 


51.129 


52.147 


1.00 


59.60 


2922 


0E2 


GLU 


B 


791 


41.400 


51.326 


51 .520 


1.00 


53.82 


2923 


N 


SER 


B 


792 


39.324 


44.726 


51.897 


1.00 


43.25 


2924 


CA 


SER 


B 


792 


38.325 


43.803 


51.344 


1.00 


45.29 


2925 


C 


SER 


B 


792 


37.463 


42.934 


52.267 


1.00 


45.71 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


2926 


O 


SER 


B 


792 


36.291 


42.696 


51 .966 


1.00 


48.47 


2927 


CB 


SER 


B 


792 


39.004 


42.886 


50.321 


1.00 


41.92 


2928 


OG 


SER 


B 


792 


39.956 


42.038 


50.946 


1.00 


37.83 


2929 


N 


SER 


B 


793 


38.060 


42.456 


53.359 


1.00 


47.99 


2930 


CA 


SER 


B 


793 


37.444 


41.566 


54.352 


1.00 


44.28 


2931 


C 


SER 


B 


793 


38.058 


40.181 


54.126 


1.00 


45.52 


2932 


O 


SER 


B 


793 


37.939 


39.278 


54.967 


1.00 


38.10 


2933 


CB 


SER 


B 


793 


35.909 


41.484 


54.229 


1.00 


52.05 


2934 


OG 


SER 


B 


793 


35.503 


40.71 0 


53.110 


1.00 


51.73 


2935 


N 


PHE 


B 


794 


38.709 


40.011 


52.975 


1.00 


36.75 


2936 


CA 


PHE 


B 


794 


39.383 


38.752 


52.674 


1.00 


34.46 


2937 


C 


PHE 


B 


794 


40.815 


38.977 


52.193 


1.00 


35.15 


2938 


O 


PHE 


B 


794 


41.285 


38.344 


51 .245 


1.00 


29.12 


2939 


CB 


PHE 


B 


794 


38.597 


37.897 


51 .659 


1.00 


34.09 


2940 


CG 


PHE 


B 


794 


38.136 


38.638 


50.435 


1.00 


31.82 


2941 


CD1 


PHE 


B 


794 


37.005 


39.454 


50.480 


1.00 


34.38 


2942 


CD2 


PHE 


B 


794 


38.807 


38.487 


49.227 


1.00 


33. 7 0 


2943 


CE1 


PHE 


B 


794 


36.546 


40.108 


49.336 


1.00 


32.42 


2944 


CE2 


PHE 


B 


794 


38.358 


39.141 


48.070 


1.00 


35.10 


2945 


CZ 


PHE 


B 


794 


37.227 


39.951 


48.127 


1.00 


33.58 


2946 


N 


TYR 


B 


795 


41.503 


39.884 


52.884 


1.00 


35.15 


2947 


CA 


TYR 


B 


795 


42.895 


40.227 


52.584 


1.00 


36.03 


2948 


C 


TYR 


B 


795 


43.759 


38.970 


52.496 


1.00 


29.03 


2949 


O 


TYR 


B 


795 


44.546 


38.810 


51 .558 


1.00 


30.92 


2950 


CB 


TYR 


B 


795 


43.446 


41.148 


53.682 


1.00 


33.87 


2951 


CG 


TYR 


B 


795 


44.860 


41.666 


53.462 


1.00 


42.87 


2952 


CD1 


TYR 


B 


795 


45.405 


41.771 


52.179 


1.00 


45.74 


2953 


CD2 


TYR 


B 


795 


45.636 


42.091 


54.540 


1.00 


43.44 


2954 


CE1 


TYR 


B 


795 


46.689 


42.287 


51 .979 


1.00 


46.16 


2955 


CE2 


TYR 


B 


795 


46.914 


42.605 


54.353 


1.00 


49.66 


2956 


CZ 


TYR 


B 


795 


47.436 


42.700 


53.071 


1.00 


51.20 


2957 


OH 


TYR 


B 


795 


48.707 


43.199 


52.884 


1.00 


51.61 


2958 


N 


SER 


B 


796 


43.609 


38.065 


53.458 


1.00 


29.71 


2959 


CA 


SER 


B 


796 


44.432 


36.855 


53.463 


1.00 


33.41 


2960 


C 


SER 


B 


796 


44.262 


36.003 


52.210 


1.00 


34.99 


2961 


O 


SER 


B 


796 


45.228 


35.433 


51 .697 


1.00 


30.81 


2962 


CB 


SER 


B 


796 


44.128 


36.004 


54.696 


1.00 


32.48 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 





ATOM 


ATOM TVPC 
r\ I OIVI 1 TrC 


Dccim ic 


u 

it 


A 


v 

T 


7 
£- 


npp 
woo 


Q 
O 


Al OlVl 


5 


OQCQ 


np 


CCD 

otn 


D 
D 


/yo 


AO 7(\A 




C/l 71 Q 
04. /I O 


i nn 

1 .UU 


ac C7 

4b. Of 






M 
IN 


I ci I 
LtU 


D 
D 


7Q7 

/y / 


*fO.UO I 


*3R Q1 Q 

oo.y i y 


ci 7on 
01 ./^U 


i nn 
1 .UU 


Q-i QO 
Ol .Od 






PA 


I cri I 


D 
D 


7Q7 

/y / 


H^. / DO 


QC 1 OC 


cn coi 


h nn 
1 .UU 


OA AH 

o4.4U 


10 


9QCC 


O 


i ci i 
LtU 


D 


7Q7 


**o.oyy 


OC QC>1 

00.004 


AQ O/IO 

4y.o4*i 


h nn 
1 .UU 


07 Q7 
df .Of 




OQP7 


O 


l CI l 
LtU 


o 

D 


7Q7 


neo 

*fo.yoo 


OD.^^4 


AQ A C1 

4O.401 


i nn 

1 .UU 


Ol 07 
ol .df 




OQCQ 


Ud 


I CI I 

LtU 


D 


/y/ 


41 .^Ol 


oc nnn 
oO.UUU 


cn onn 
50.291 


1 .00 


o-*. no 
31 .93 


15 


OQCQ 


Ova 


I CI I 

LtU 


D 
D 


"7(1 "7 
(Ml 


>«n DC Q 


OO Q7C 


>in oo/i 
4y.oo4 


■* nn 
1 .UU 


0~7 cc 

o/.bb 


OQ7Q 
cy f U 




I CI I 

LtU 


D 
D 


7Q7 
(Ml 


A i OKI 
41 .dO 1 


OO C/IO 

o<:.04^ 


/in o/in 

4y.y4y 


h nn 
1 .UU 


oc no 
ob.yo 




9Q7i 


LrUd 


I CI I 
LtU 


D 
D 


7Q7 
f\if 


on qco 


oo onn 

oo. yuu 


>i n 1 nc 
4y.lUb 


h nn 
1 .UU 


oo nn 

00. yu 




OQ70 

dyfd 


M 
IN 


PVC 
O TO 


D 
D 


/yo 


4o.^y^ 


07 H 7Q 

o/.i /y 


/in 007 
4y.O\3/ 


i nn 
1 .UU 


OA OA 
ol .^4 


20 


OQ7Q 

^y /o 


OA 

OA 


PVC 
O TO 


□ 
D 


7QO 

/yo 


4O.000 


07 non 

o/.you 


/IQ OVI 

4o.^/l 


a nn 
1 .UU 


on 7fi 
oU./U 




9Q7A 

^y /4 


O 


PVC 
O TO 


D 


7QQ 

/yo 


AK. Q77 
40.0/ / 


07 700 

of .1 do 


aq ono 
4o.^U/i 


■i nn 
1 .UU 


OQ CQ 




9Q7C 

^y /o 


VJ 


PVC 
OTO 


D 
D 


7QQ 

/yo 


4o.yi^ 


OT CAO 

o/.oUo 


/i 7 1 on 
4/.1/1U 


1 nn 
1 .UU 


OQ QQ 

^o.yo 


25 


d\3 ( 0 


PR 


PVC 
OYo 


R 
D 


7QQ 

/yo 


>io con 


on /icq 
oy.4bo 


/IQ >IQO 

4o.4y^ 


i nn 
1 .UU 


on qi 
oU.ol 


OQ77 

^y / / 




PVC 
OYo 


D 
D 


7QQ 

/yo 


y« i one 

41 .oyo 


on QCQ 

jy.yoy 


AQ 4 QA 

4o.l o4 


■1 nn 
1 .UU 


O/l 7/1 

o4./4 




OQ7Q 


M 
IN 


I CI I 
LtU 


D 
D 


7QQ 

/yy 


AC nc7 
40. UO/ 


07 70Q 

of . loo 


/in o/i/i 
4y.o44 


i nn 
1 .UU 


on nc 
oU.UO 




OQ7Q 

^y / y 


PA 


I CI I 
LtU 


D 
D 


7QQ 

/yy 


/I7 AQQ 

4/.4yy 


07 AG~7 
0/.40/ 


/iq ocn 


i nn 
1 .UU 


Oi QC 

oi .yo 




^you 


O 


I CI I 
LtU 


D 
D 


7QQ 

/yy 


>I7 on/1 
4/.OU4 


oe ncc 
oo.Uoo 


A Q QOC 
4o.o2b 


1 nn 
1 .UU 


O/l OQ 




9QG1 

^yoi 


Pi 
O 


I CI I 
LtU 


D 
D 


7QQ 

/yy 


AQ 77i 
40. / / I 


OC QCO 

oo.oo^ 


/iq nnn 

4o.uyu 


■1 nn 
1 .UU 


o-i nn 

oi .yy 




OOQO 

d\sod 




I CI I 
LtU 


R 
D 


7QQ 

/yy 


/IQ n7Q 
40.U/0 


07 cnQ 
o/.oUo 


cn 7cc 
oU./ob 


i nn 
1 .UU 


07 QC 

o/.ob 


35 


OQQQ 

^yoo 


PP 


I CI I 

LtU 


R 
D 


7QQ 

/yy 


A~7 QQH 

4/.yyu 


on nnc 


CI occ 
bl .00b 


4. nn 
1 .UU 


/in no 


^yo4 


pni 


I CI I 
LtU 


D 
D 


7QQ 

/yy 


A Q CO/I 
4o.0U4 


OQ QC7 

oo.yo/ 


co one 
Oii.oUb 


h nn 
1 .UU 


on A Q 
oy.4o 




9QRC 


pno 
ou^ 


I CI I 
LtU 


D 
D 


7QO 

/yy 


/IQ 7QQ 

4o. /yy 


on QQC 

oy.yyo 


cn coq 


•1 nn 
1 .UU 


oq rn 
OO.U1 




OQQC 


M 
IN 


TUD 

I nn 


D 
D 


oUU 


4o.yyi 


OC nQQ 

oO.Uoy 


AO 01 A 
HV.d 14 


i nn 
1 .UU 


00 0 1 




9QQ7 


PA 
OA 


TUID 

I nn 


□ 
D 


oUU 


a~7 onn 
4/.^UU 


OO 700 
OO. I dd 


/IQ 7/1Q 

4o./4y 


i nn 
1 .UU 


Ol OO 
ol .^^ 




9QQ.Q 

^yoo 


O 


TUD 

I nn 


D 
D 


qqa 
oUU 


/I7 -i CO 

4/.1 Do 


OO CC/1 

oo. oo4 


/I7 OQn 


■i nn 
1 .UU 


OQ 70 

^o./o 




^yoy 


r\ 
\J 


TUD 

I nn 


D 

D 


oUU 


vl7 Q7n 

4/.y f\j 


*ao Qon 


AG CQ7 

4b. Oof 


i nn 
1 .UU 


01 OC 

ol .do 


45 


^yyu 


PR 
OD 


TUD 

I nn 


D 
D 


oUU 


AG. IOC 
40.1 do 


qo 77/1 
o^. / /4 


AQ QOQ 

4y.ooo 


i nn 
1 .UU 


OO QC 

o^.yb 


^yy i 




TUD 

l nn 


D 
D 


OUU 


Ad QQO 

4o. oy^ 


oo cno 

Od.OKJO 


cn 70Q 
OU. / dzf 


1 nn 

1 .UU 


Q7 >1Q 

o/.4o 




d\3\3d 


PPO 


TUD 

I nn 


□ 
D 


OUU 


40. 1 41 1 


*31 /1 1 A 
Ol .41 4 


AO COQ 

4o.bJo 


■1 nn 
1 .UU 


Ol 7Q 

oi ./y 






N 


MFT 

■VIC I 


R 

D 


ftm 

OU 1 


4fi 1Qfi 


OA 070 


4fi fidft 

HU-utO 


1 nn 


^ / .oy 


50 


2994 


CA 


MET 


B 


801 


46.078 


34.376 


45.206 


1.00 


25.92 




2995 


C 


MET 


B 


801 


47.190 


35.190 


44.553 


1.00 


28.37 




2996 


O 


MET 


B 


801 


47.715 


34.804 


43.516 


1.00 


26.82 


55 


2997 


CB 


MET 


B 


801 


44.725 


34.938 


44794 


1.00 


30.43 




2998 


CG 


MET 


B 


801 


43.567 


33.998 


45.053 


1.00 


25.00 




2999 


SD 


MET 


B 


801 


42.026 


34.755 


44.543 


1.00 


39.28 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 

r\ 1 V-/IVI ill i— 


RESIDUE I 


# 1 


X 1 


Y 


Z | 


OCC 


B I 


ATOM J 


ouuu 


CE 


MET 1 


B | 


801 


41.910 


36.095 I 


45.721 


1.00 I 


31.74 


OUU I 


N 


TRP 1 


B 1 


802 I 


47.555 


36.301 I 


45.180 


1.00 


27.61 | 


ouu^ J 




TRP 1 


B 1 


802 


48.574 


37.204 I 


44.656 


1.00 


29.01 | 


ouuo 


o 


TRP 1 


B 1 


802 I 


49.942 


36.527 I 


44.503 


1.00 


31.69 I 




o 


TRP ! 

lit! 1 


B 


802 I 


50.812 


37.016 j 


43.773 


1.00 


31.46 


ouuo 


PR 


TRP 1 


B I 


802 [ 


48.640 


38.429 I 


45.574 


1.00 


28.86 j 


OUUO 


CG 


TRP 1 


B | 


802 I 


49.311 


39.628 I 


45.007 


1.00 I 


29.63 I 






TRP 1 


B 1 


802 ! 


49.528 


39.914 I 


43.686 


1.00 


30.48 


OUUO 


CD2 


TRP 1 


B ! 


802 


49.716 


40.781 I 


45.738 


1.00 J 


27.02 J 


ouuy 


NF1 

IN C 1 


TRP 1 


B 


802 I 


50.040 


41.184 I 


43.554 


1.00 


26.74 I 


OU I u 


w 1 — C- 


TRP 


B 1 


802 I 


50.163 


41 .738 | 


44.800 


1.00 


30.15 


OU I I 




TRP 1 


B 1 


802 


49.740 


41.102 | 


47.100 


1.00 


27.81 j 


oU I ^ j 


07? 


TRP i 

I I 1 1 { 


B 


802 


50.630 


42.990 j 


45.182 


1.00 


29.45 | 


OU I O 




TRP 


B 


802 | 


50.207 


42.356 


47.479 


1.00 


31 .99 


OU 1H 




TRP 


B 


802 


50.643 


43.282 


46.521 


1.00 


30.34 


OU I D 


N 


GLN 


B 


803 


50.118 


35.386 J 


45.164 


1.00 


31 .67 J 


OU I O 


OA 


GLN 


B 


803 


51.371 


34.641 


45.081 


1.00 


33.58 J 


OU 1 / 


o 


GLN 


B 


803 


51 .638 


34.097 


43.676 


1.00 


37.24 


OU io 


o 


GLN 


B 


803 


52.787 


33.878 


43.293 


1.00 


33.37 


ou iy 


OR 


GLN 


B 


803 


j 51.365 


33.465 


46.061 


1.00 


35.29 


OU^U 


OO 


GLN 


B 


803 


51.335 


33.839 


47.539 


1.00 


45.49 




on 


GLN 

1—1 


B 


I 803 


51.288 


32.611 


48.447 


1.00 


46.24 




OF1 


GLN 


B 


803 


I 52.138 


31.728 


48.355 


1.00 


55.28 


i ou^o 


i MF9 

IN C£ 


GLN 


! B 


I 803 


50.293 


32.557 


49.327 


1.00 


53.88 




' N 

i 


ILE 

1 LiL. 


1 B 


I 804 


| 50-.587 


33.867 


42.900 


1.00 


27.44 


ou^o 


OA 


ILE 

1 1 — 1 — 


1 B 


j 804 


50.789 


33.320 


41.567 


1.00 


28.71 


OU^D 


! o 


ILE 


1 B 


j 804 


51.477 


34.279 


40.612 


1.00 


22.83 




1 o 


ILE 
1 1 — ■ — 


1 B 

1 


! 804 


I 52.439 


33.906 


39.951 


1.00 


28.57 


ou^o 


! OR 


ILE 


! B 


I 804 


I 49.454 


32.854 


40.947 


1.00 


24.30 


0\JCsS 


1 001 


ILE 


j B 


I 804 


I 48.854 


31 .748 


41.819 


1.00 


30.72 


3030 


1 CG2 


ILE 


B 


I 804 


49.692 


32.334 


| 39.531 


1.00 


32.39 


3031 


CD1 


ILE 


B 


| 804 


| 47.479 


31.293 


I 41.391 


1.00 


28.78 


3032 


N 


PRO 


B 


805 


50.969 


35.514 


J 40.493 


1.00 


26.89 


I 3033 


CA 


PRO 


B 


805 


51.627 


36.449 


I 39.577 


1.00 


j 29.13 


3034 


I C 


PRO 


B 


I 805 


I 53.055 


36.778 


40.018 


1.00 


33.32 


3035 


I 0 


PRO 


B 


805 


53.924 


37.035 


39.193 


1.00 


32.54 


3036 


| CB 


PRO 


B 


805 


50.684 


37.654 


39.588 


1.00 


31.35 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 

IT 


x 


Y 


z 


OCC 


R 


ATOM 

i \ 1 V*/ 1 VI 


3037 
www i 


CG 


PRO 


R 


805 


50 099 


37 602 


40 969 

^w. www 


1 00 

1 .ww 


34 40 


3038 


CD 


PRO 


R 


805 
\j w w 


49 762 


36 125 


41 070 


1 00 

1 .WW 


27 20 


3039 


N 


Gl N 


R 


806 

WWW 


53 302 

WW. WW£. 


36 745 

WW. f ™TW 


41 319 

"T 1 • W 1 W 


1 00 

1 -WW 


32 34 

Wt. . W*T 


3040 


CA 


GLN 


R 


806 
www 


54 637 


37 050 

w / .www 


41 809 

*T 1 .WWW 


1 no 


36 70 

WW. / w 


3041 


c 


GLN 


R 


806 

www 


55 569 


35 922 


41 367 

~ 1 . WW / 


1 00 

1 -WW 


39 30 

Ww .WW 


3042 


o 


GLN 


R 


806 
www 


56 774 


36 124 

WW. 1 <— " 


41 175 

*T 1 . 1 / W 


1 00 

1 .WW 


37 37 

W / .W/ 


3043 


CB 


GLN 


R 


806 


54 623 


37 180 

W / . 1 WW 


43 338 


1 00 

1 .WW 


37 55 
w / .wo 


3044 


CG 


GLN 


R 


806 


53 654 


38 230 

WW . L.UU 


43 899 

*TW. WW W 


1 00 

1 .WW 


40 88 


3045 


CD 


GLN 


R 


806 


53 948 

W W . 5*tO 


39 660 

W W ■ WwW 


4T 444 

*rw . t l l 


1 00 

1 .WW 


48 76 


3046 


OE1 


GLN 


R 


806 

www 


53 279 


40 605 

*TW. WW W 


43 870 


1 00 

1 .WW 


53 24 


3047 

WW*T » 


NE2 


GLN 

VJLI ^ 


R 


806 

www 


54 943 


39 824 


42 583 


1 00 

1 .WW 


42 24 


3048 

WW~W 


N 


GLU 


B 


807 


54 999 


34 735 

W^T. • WW 


41 178 

"T 1 . 1 f W 


1 00 

1 .WW 


32 14 

WC. 1 " 


3049 


CA 


GLU 


R 


807 


55 791 
ww. i w i 


33 593 

WW. www 


40 764 


1 00 

1 .WW 


35 89 

WW. Ww 


3050 


c 


GLU 


R 


807 


56 033 


33 651 

WW . WW 1 


39 260 

Ww . LUU 


1 00 

1 .WW 


32 99 

W^. w w 


3051 


o 


GLU 


R 


807 


57 071 

W / . W / 1 


33 198 

WW. 1 WW 


38 781 

WW. / W 1 


1 00 

1 .WW 


34 50 

W*T. WW 


3052 


CB 


GLU 

VJ LV 


R 


807 


55 086 


32 293 

W£- ■ C— W W 


41 150 

"lil WW 


1 00 

1 .WW 


40 93 

t w . w w 


3053 
ww w w 


CG 


GLU 


R 


807 


55 989 

WW. www 


31 087 

W 1 • WW r 


41 147 


1 00 

1 .WW 


44 91 

* I ■ 1 . w 1 


3054 


CD 


GLU 


R 


807 


57 191 

W > - 19 1 


31 280 

W 1 . LUU 


42 051 

. WW 1 


1 00 

1 .WW 


55 41 


3055 
wwww 


OE1 

1— 1 


GLU 


R 


807 

WW / 


57 002 


31 627 

W 1 .UL / 


43 239 

"W . C Ww 


1 00 

1 .WW 


58 81 

WW . W 1 


3056 


OE2 


GLU 


R 


807 


58 327 

WW. Wfc. / 


31 082 

W 1 . UUL 


41 575 


1 00 

1 . WW 


62 55 

w^.ww 


3057 


N 


PHE 


B 


808 


55 076 

WW. W » W 


34 203 

W*T.tWW 


38 517 

WU.W 1 f 


1 00 

1 .Ww 


32 23 

W^ . C- w 


3058 


CA 


PHE 


R 


808 


55 230 

WW. CUw 


34 345 

W" . W" w 


37 068 

W f .www 


1 00 

1 .WW 


29 01 

t- w . W 1 


3059 

W W <JC7 


c 


PHE 

Fill— 


R 


808 


56 333 

WW. www 


35 382 


36 832 

WW .UOt. 


1 00 

1 .WW 


31 50 

W 1 . nJ w 


3060 


o 


PHE 
iii i— 


R 


808 


57 128 

W / . I L- W 


35 246 

WW. fa*TU 


35 914 

WW . W 1 *T 


1 00 

1 .WW 


32 70 

O L— . 1 W 


3061 


CB 


PHE 
riit— 


R 


808 

UuU 


53 933 

WW. www 


34 841 

W" . LJ" 1 


36 420 


1 00 

1 .WW 


29 87 


3062 

WWWC- 


CG 


PHE 


R 


808 


52 870 

W4— . W 1 W 


33 786 

WW. » WW 


36 279 

WW . £- t w 


1 00 

1 .WW 


29 41 

£_ W . " 1 


3063 


CD1 


PHE 
■ iii_ 


R 


808 


53 146 

WW. 1 t w 


32 454 


36 546 

Ww . W" W 


1 00 

1 .WW 


34 35 

W^t. WW 


3064 


CD2 


PHE 

n i 1 1 — 


R 


808 

WWU 


51 594 

W 1 . W w ~ 


34 135 

W" . 1 WW 


35 857 

WW. WW r 


1 00 

1 .WW 


30 60 

WW. WW 


3065 


CE1 


PHE 

1 1 IL 


B 
i— » 


808 


52 156 

W L_ . I WW 


31 472 


36 395 

WW. WWW 


1 00 

1 .WW 


40 92 

~w • wc 


3066 

\J\J \J\J 


CE2 1 


PHE 

III w 


R 


808 


50 599 


33 174 


35 701 

wV ■ 9 \J 1 


1 00 

1 .WW 


27 80 

L— 1 .WW 


3067 


CZ 


PHE 


B 


808 


50.877 


31.842 


35.970 


1.00 


29.99 


3068 


N 


VAL 


B 


809 


56.366 


36.420 


37.665 


1.00 


36.56 


3069 


CA 


VAL 


B 


809 


57.391 


37.459 


37.543 


1.00 


36.76 


3070 


C 


VAL 


B 


809 


58.743 


36.800 


37.770 


1.00 


40.16 


3071 


0 


VAL 


B 


809 


59.673 


36.949 


36.965 


1.00 


40.88 


3072 


CB 


VAL 


B 


809 


57.190 


38.585 


38.592 


1.00 


38.00 


3073 


CG1 


VAL 


B 


809 


58.409 


39.520 


38.615 


1.00 


39.88 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 

f\ 1 \a/IVI III » 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B I 


ATOM 


<*n7A 

OU / *T 


CG2 1 


VAL 


B 


809 


55.944 


39.390 


38.251 


1.00 j 


34.92 


ou / o 


N ! 


LYS 


B 


810 


58.831 


36.044 


38.857 


1.00 


35.81 I 


^n7fi 

OU/O 


CA 1 


LYS 


B 


810 


60.059 


35.365 


39.223 


1.00 I 


39.66 I 


on 77 
ou / / 


c i 
i 


LYS 


B 


810 


60.589 


34.395 


38.176 


1.00 


40.69 


OU / o 


O 1 


LYS 


B 


810 


61.783 


34.396 


37.887 


1.00 I 


39.53 


ou/y 


OR 1 


LYS 


B 


810 


59.875 


34.633 


40.549 


1.00 I 


44.11 


^nan 


CG 1 


LYS 


B 


810 


61.103 


33.854 


40.995 


1.00 


50.84 I 


^n«i 

OUO 1 


CD 1 


LYS 


B 


810 


60.917 


33.255 


42.385 


1.00 


58.43 I 




CE 1 


LYS 


B 


810 


60.773 


34.341 


43.448 


1.00 


56.52 


ouoo 


NZ 1 

1 N I— 1 


LYS 


B 


810 


60.552 


33.768 


44.812 


1.00 


61 .40 


OU OH 


N 1 


LEU 


B 


811 1 


59.707 


33.570 


37.612 


1.00 


37.80 


ouoo 


CA 1 


LEU 


B 


811 


60.107 


32.596 


36.601 


1.00 


38.18 


'in ft ft i 

OUOD 


c 1 


LEU 

UL.U 


B 


811 


60.127 


33.145 


35.183 


1.00 


37.73 


inR7 

OUO/ 


o ! 


LEU 


B 


811 


60.578 


32.469 


34.258 


1.00 


37.38 


mftR 
OUOO 


CR I 


LEU 


B 


811 1 


59.168 


31 .392 


36.631 


1.00 


41.71 


mftQ 
ouoy 


CG 


LEU 

L— I— 


B 


811 


59.188 


30.533 


37.889 


1.00 


43.91 


man 
ouyu 


cni 


LEU 

I— I— V</ 


B 


811 


58.114 


29.464 


37.790 


1.00 


47.64 


ouy i 


CD? 


LEU 


B 


811 


60.562 


29.901 


38.041 


1.00 


47.76 


ouy*: 


M 


GLN 


B 


812 


59.627 


34.362 


35.012 


1.00 


36.65 


ouyo 


CA 


GLN 


B 


812 


59.564 


34.979 


33.693 


1.00 


, 38.46 


ouy** 


n 


GLN 


B 


812 


58.839 


34.031 


32.724 


1.00 


35.35 


ouyo 


n 


GLN 


B 


812 


59.291 


33.786 


31 .607 


1.00 


33.66 


ouyo 


CB 


GLN 


B 


812 


60.983 


35.281 


33.206 


1.00 


46.92 


ouy / 


CC5 


GLN 


B 


812 


61.763 


36.139 


34.196 


1.00 


52.42 


mQR 
ouyo 


CD 


GLN 


B 


812 


63.241 


36.277 


33.852 


1.00 


62.75 


moo 
ouyy 


1 1 


1 GLN 


B 


812 


63.995 


36.928 


34.579 


1.00 


62.90 


*51 no 
O I uu 


NF? 


1 GLN 


B 


812 


63.661 


35.662 


32.746 


1.00 


62.19 


O I u I 


N 

IN 


1 VAL 


B 


813 


57.706 


33.496 


33.166 


1.00 


33.05 


•51 no 

O I Ut 


CA 


1 VAL 


B 

*— * 


813 


56.928 


32.577 


32.334 


1.00 


30.09 


n ni 

O I uo 


c 


1 VAL 


B 


813 


56.559 


33.219 


31 .005 


1.00 


26.61 


3104 


0 


VAL 


B 


813 


56.136 


34.374 


30.948 


1.00 


27.45 


3105 


CB 


VAL 


B 


813 


55.645 


32.126 


33.063 


1.00 


32.65 


3106 


CG1 


VAL 


B 


813 


54.816 


31.198 


32.158 


1.00 


32.05 


3107 


CG2 


VAL 


B 


813 


56.024 


31.405 


34.332 


1.00 


31.32 


3108 


N 


1 SER 


B 


814 


56.745 


32.469 


29.924 


1.00 


28.74 


3109 


CA 


SER 


B 


814 


56.415 


32.982 


28.599 


1.00 


26.63 


3110 


C 


| SER 


B 


814 


54.972 


32.609 


28.307 


1.00 


25.32 



624 



EP1 375 517 A1 

TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


7 

w> 


OCC 


B 


ATOM 


3111 


0 


SER 


R 


814 


54 413 


31 720 


28 945 


1 00 


26 17 


3112 


CB 


SER 


R 


814 


57 291 

W / • WW ■ 


32 338 


27 537 


1 00 


20 76 


3113 


OG 

vx 


SER 


B 


814 


57 087 

w / « WW / 


30 930 


27 530 


1 00 


32 55 


3114 


N 


GLN 


R 


815 


54 387 

w 7 ■ • w \J 9 


33 290 


27 332 


1 00 


2Q 06 

. \J\J 


3115 

\J 1 | w 


CA 

vx/» 


GLN 

xil LI tI 


B 


815 


53 014 

ww« w 1 « 


^3 031 


2fi Q31 


1 00 


30 R4 


3116 


c 


GLN 


B 


815 


52 858 


31 5Q7 


CU.HOO 


1 00 


30 7ft 


3117 

w> 1 1 r 


o 


GLN 


B 


815 


51 800 


30 983 


26 614 


1 00 


?Q 76 


3118 


CB 

VX wf 


GLN 


B 


815 


52 613 


34 01 0 


25 825 


1 00 


33 76 


3119 


CG 

XX vl 


GLN 


B 


815 


51 168 


33 883 


25 367 


1 00 


48 56 


3120 

w I w \J 


CD 


GLN 


B 


815 


50 791 


34 Q35 


24 337 


1 00 




3121 

\j i w i 


OE1 


GLN 


B 


815 


50 880 


36 139 


24 5Q5 


1 00 


61 73 

Wl.i v 


3122 


NE2 


GLN 


B 

W* 


815 


50 370 


34 487 


23 167 


1 00 


53 05 


3123 


N 


GLU 

XX w w 


B 

LX 


816 


53 914 


31 062 


25 821 


1 00 


2fl 64 


3124 


CA 


GLU 


R 

LX 


816 


53 886 


29 709 


25 294 


1 00 


26 48 


3125 

w? i ww 


c 


GLU 

^ w w? 


B 

LX 


816 


53 873 


28 657 


26 400 


1 00 


28 37 


3126 

W> • WW 


o 


GLU 


B 


816 

\J 1 w 


53 181 


27 647 


26 297 


1 00 


26 00 


3127 


CB 

XX W* 


GLU 

XX W \X 


B 

LX 


816 

w 1 w 


55 090 


29 464 


24 370 


1 00 


2fl 52 


3128 

w 1 w w 


CG 

xxx^> 


GLU 

XX w. w? 


B 


816 


55 187 


30 379 


23 135 


1 00 


30 85 


3129 

w i ww 


CD 

x-/ w* 


GLU 

XX w. XX 


B 


816 


55 387 


31 853 


23 474 


1 00 


40 74 


3130 

w; 1 w 


0E1 

XX k» 1 


GLU 


B 

w* 


816 


56 191 


32 155 


24 380 


1 00 


35 62 


3131 

W 1 W 1 


OE2 

xx w 


GLU 


B 


816 


54 756 


32 718 


22 821 


1 00 


4fl 10 


3132 

W> 1 WW 


N 


GLU 


B 


817 


54 646 


28 875 


27 458 


1 00 


?fl 1ft 


3133 

w 1 ww 


CA 

XX #» 


GLU 

X- 4 w W^ 


B 


817 


54 679 


27 908 


28 561 


1 00 


22 67 


3134 


c 

xx 


GLU 

XX l_x> 


B 

w* 


817 

w 1 / 


53 334 

w w - w w^ 


27 952 

w r • w ww 


29 308 


1 00 


26 65 


3135 


o 

xx 


GLU 

XX 


B 

w* 


817 


52 798 


26 912 


29 718 


1 00 


27 82 


3136 


CB 


GLU 

W4 L*. X^ 


B 

w* 


817 


55 827 


28 253 


29 508 


1 00 


31 49 


3137 


CG 


GLU 

XX w>XX 


B 

w? 


817 


57 197 

w 9 • 1 w 9 


28 222 

L.U. www 


28 815 


1 00 


30 28 


3138 


CD 


GLU 

X^* w W 


B 

w* 


817 


58 301 i 

WW • W W 1 


28 832 

w ■ www 


29 664 


1 00 


41 20 


3139 

W 1 w^ w 


OE1 


GLU 

XX WW 7 


B 

wf 


817 


58 072 


29 918 


30 242 


1 00 


33 70 

WO i / w 


3140 


OE2 


GLU 


B 


817 

w 1 * 


59 403 

WW- ■ w 


28 243 

w w . w~ w 1 


29 730 

ww • / ww 


1 00 


35 22 


3141 


N 


PHE 


B 


818 


52.812 


29.162 


29.470 


1.00 


22.36 


3142 


CA 


PHE 


B 


818 


51.535 


29.410 


30.140 


1.00 


25.25 


3143 


C 


PHE 


B 


818 


50.392 


28.641 


29.484 


1.00 


24.77 


3144 


0 


PHE 


B 


818 


49.610 


27.981 


30.167 


1.00 


24.06 


3145 


CB 


PHE 


B 


818 


51.196 


30.903 


30.087 


1.00 


22.70 


3146 


CG 


PHE 


B 


818 


49.781 


31 .227 


30.526 


1.00 


24.41 


3147 


CD1 


PHE 


B 


818 


49.388 


31.042 


31 .845 


1.00 


24.27 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 
Ml wlvl 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


AfK 
O \ H-O 


PD2 


PHE 


B 


818 


48.846 


31 .703 


29.612 


1.00 


29.17 


^1 AQ 

O I HO 


CE1 

V> I— 1 


PHE 


B 


818 


48.077 


31.321 


32.256 


1.00 


27.63 


^1 ^n 

O I ovj 


PE2 


PHE 

111 1—* 


B 


818 


47.530 


31.985 


30.006 


1.00 


31.24 


O I O I 


pz 


PHE 

III 


B 


818 


47.147 


31.794 


31 .329 


1.00 


27.17 


O I Oc. 


N 


LEU 

1— l— 


B 


819 


50.299 


28.728 


28.158 


1.00 


26.67 


0 I oo 


HA 


LEU 


B 


819 


49.220 


28.053 


27.434 


1.00 


21.35 




c 


LEU ! 


B 


819 


49.221 


26.540 


27.594 


1.00 


30.98 


O I oo 




LEU 


B 


819 


48.158 


25.926 


27.736 


1.00 


23.62 


O 1 3D 


CB 


LEU 


B 


819 


49.259 


28.437 


25.953 


1.00 


29.60 


^1 *^7 
O I O/ 


CG 


LEU 


B 


819 


48.936 


29.911 1 


25.692 


1.00 


22.84 


0 I oo 


PD1 


LEU 


B 


819 


49.334 


30.306 


24.285 


1.00 


30.19 


O I Ot7 


pn? 


LEU 


B 


819 


47.459 


30.156 


25.931 


1.00 


31.22 


<n Rn 

0 I DU 


N 

IN 


CYS 


B 


820 


50.399 


25.931 


27.572 


1.00 


22.63 


O ) D I 


HA 


CYS 


B 


820 


50.491 


24.489 


27.755 


1.00 


28.50 


0 I D/i 


p 


CYS 


B 


820 


50.171 


24.127 


29.200 


1.00 


26.00 


0 I OO 




CYS 


B 


820 


49.458 


23.144 


29.465 


1.00 


24.25 


01 O** 


rn 


CYS 


B 


820 


51.896 


23.993 


27.406 


1.00 


27.91 


Ol DO 


qp 


CYS 


B 


820 


52.317 


24.170 


25.661 


1.00 


32.47 


Ol DO 


N 

IN 


MET 

1 VI 1— 1 


B 


821 


50.707 


24.913 


30.135 


1.00 


22.36 


Q1 £7 
01 O/ 


PA 


MET 

IVI I — 1 


B 


821 


50.483 


24.654 


31 .556 


1.00 


21.33 


Ol OO 


P 


MET 

IVI I— 1 


B 


821 


49.015 


24.778 


31 .898 


1.00 


26.26 


oi oy 




MET 

1 V 1 1 — 1 


B 

Lb/ 


821 


48.503 


24.021 


32.715 


1.00 


25.87 


7H 
0 I / U 


PR 


MET 

IVI L— 1 


B 


821 


51.278 


25.626 


32.433 


1.00 


26.99 


Owl 


pg 


MET 

IVI L_ 1 


B 


821 


52.782 


25.421 


32.382 


1.00 


28.60 






MET 


B 


821 


53.621 


26.820 


33.184 


1.00 


34.96 


•31 7*5 
O I / O 


PF 


MET 

IVI Up 1 


B 


821 


53.294 


26.479 


34.906 


1.00 


34.63 


O I / H 


N 


LYS 

1 — 1 


B 

k^ 


822 


48.334 


25.721 


31 .267 


1.00 


22.01 


7^ 
O I / O 


PA 


LYS 


B 


822 


46.923 


25.884 


31 .562 


1.00 


24.77 


*31 7ft 
Ol /O 


P 


LYS 


B 


822 


46.135 


24.647 


31.126 


1.00 


24.24 


Qi -7-7 
O I / / 


pi 


LYS 


B 


822 


45.188 


24.221 


31 .804 


1.00 


20.06 


3178 


CB 


LYS 


B 


822 


46.396 


27.164 


30.901 


1.00 


22.46 


3179 


CG 


LYS 


B 


822 


44.991 


27.512 


31 .372 


1.00 


25.45 


3180 


CD 


LYS 


B 


822 


44.675 


28.996 


31.201 


1.00 


34.91 


3181 


CE 


LYS 


B 


822 


44.712 


29.433 


29.753 


1.00 


38.39 


3182 


NZ 


LYS 


B 


822 


43.654 


28.750 


28.981 


1.00 


37.51 


3183 


N 


VAL 


B 


823 


46.532 


24.043 


30.007 


1.00 


22.51 


3184 


CA 


VAL 


B 


823 


45.852 


22.831 


29.546 


1.00 


19.35 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


u 

TT 




Y 


7 


occ 


R 

LJ 


ATOM 


3185 


c 

>j 


VAL 


R 


823 


46 140 


21 700 

c_ i . / vij 


30 51 1 1 


1 on 


20 4n 


3186 


o 


VAL 


R 

LJ 


823 


45 266 


20 879 


30 822 


1 00 


18 38 


31 87 


CB 


VAL 


R 

LJ 


823 


46 316 


22 387 

r r .mj / 


28 147 


1 00 


17 4n 


3188 


CG1 


VAL 


R 


823 


45 663 

*T%J. <JUJ 


21 037 


27 785 


1 on 


93 17 


3189 


CG2 


VAL 


R 


823 


45 910 

"*J.^ 1 w 


23 426 


27 1 PQ 


1 on 

1 .uu 




3190 


N 


LEU 


R 
i_> 


ft94 


47 ^7? 


?1 6^7 


*^1 mp 


1 on 

1 .uu 




3191 


CA 


LEU 


R 

LJ 




47 705 


20 611 

C-\J . U 1 1 


^1 QR1 

O I 1 


1 nn 

1 .uu 


91 7fi 


31 92 

*J 1 vt. 


c 


LEU 
i— i— \j 


R 


824 


46 874 


20 7^4 




1 on 

1 .uu 


1Q 9ft 


31 93 

»J 1 


o 

VJ 


LEU 


R 

LJ 


824 


46 540 


1Q 7?1 


00.00 / 


1 nn 

1 .uu 


92 64 


3194 


CB 

SJ Lrf 


LEU 
i i \j 


R 

LJ 


824 


49 210 


20 610 




1 nn 

1 .uu 


92 31 


3195 


CG 


LEU 


R 

LJ 


824 


50 058 


20 144 


31 047 


1 00 
1 .uu 


92 ttQ 

CC .UC7 


3196 


CD1 


LEU 
i— i— \j 


R 

LJ 


824 


51 548 

»J 1 . J*rO 


20 248 


^1 *3ft8 


1 nn 

1 .uu 


32 n5 


3197 


CD2 


LEU 

l— L — VJ 


R 


824 


4Q 668 


18 707 


^0 684 


1 nn 

1 .uu 


23 33 


3198 

W 1 vw 


N 


LEU 


B 

LJ 


825 


46 511 


21 956 


33 619 


1 on 

1 .uu 


91 54 


3199 


CA 


LEU 


R 

LJ 


825 


45 684 

*T«J.\J»J*T 


22 134 


34 814 


1 nn 

1 .uu 


91 16 


3200 


c 

vj 


LEU 

l_ 1 — VJ 


R 

LJ 


825 


44 ^04 


21 500 


Q4 SQ4 


1 nn 

I .uu 


99 94 


3201 


o 


LEU 
i_ ^_ vj 


R 

LJ 


825 

(J£-*J 


4^ 757 

*T«J. I \J i 


20 8S8 


48^ 


1 nn 

1 .uu 


90 m 

^U.U 1 


3202 


CB 


LEU 

L— L_ VJ 


R 

LJ 


825 


45 547 

*TsJ« v^T r 


23 614 


^5 164 


1 nn 

1 .uu 


1Q 34 


3203 


CG 


LEU 


R 


825 


46 814 


24 20^ 


^5 786 


1 nn 

1 .uu 


99 57 


3204 


CD1 


LEU 
i i \j 


R 

LJ 


825 


46 629 


25 698 


36 063 


1 nn 

I .uu 


92 Q1 


3205 


CD2 


LEU 

1— I— VJ 


B 

LJ 


825 


47 101 


2^ 4S0 


^7 0Q6 

Of .Vs7U 


1 nn 

1 .uu 


92 Q4 


3206 


N 

l ^ 


LEU 


R 

LJ 


826 


43 750 


21 674 


33 40^ 


1 nn 


91 69 


3207 


CA 


LEU 

1—1— w 


R 


826 


42 465 


21 067 


33 072 


1 on 

1 .uu 


91 Q5 


3208 


c 


LEU 


R 

LJ 


826 


42 544 


1 9 533 


33 1Q2 


1 nn 

1 .uu 


94 m 


3209 


o 


LEU 


R 

LJ 


826 


41 552 


18 865 

1 <J. UvJ 


33 499 


1 00 
1 .uu 


93 4Q 


3210 


CB 

\j u 


LEU 


R 

LJ 


826 


42 072 


21 462 


31 637 


1 00 
1 .uu 


90 89 


3211 1 


CG 


LEU 


R 

LJ 


826 


40 832 


20 808 


^1 017 


1 00 


93 40 


3212 


CD1 


LEU 
i i.. \j 


B 

LJ 


826 


39 543 

\J\7, vrtvj 


21 272 


31 757 


1 on 

1 .uu 


91 60 

<1 1 .uu 


3213 


CD2 


LEU 


B 

LJ 


826 


40 759 


21 198 


29 532 


1 nn 


91 37 


3214 


N 


LEU 


B 


827 


43 727 


18 973 


32 953 


1 no 


21 74 


3215 


CA 


LEU 


B 


827 


43.902 


17.531 


32.999 


1.00 

■ ■ VJ VJ 


26 22 


3216 


C 


LEU 


B 


827 


44.732 


17.087 


34.208 


1.00 


26.34 


3217 


o 


LEU 


B 


827 


45.374 


16.041 


34.157 


1.00 


27.08 


3218 


CB 


LEU 


B 


827 


44.620 


17.081 


31.715 


1.00 


23.15 


3219 


CG 


LEU 


B 


827 


44.092 


17.626 


30.388 


1.00 


25.05 


3220 


CD1 


LEU 


B 


827 


45.027 


17.213 


29.229 


1.00 


23.87 


3221 


CD2 


LEU 


B 


827 


42.672 


17.097 


30.180 


1.00 


24.70 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


3222 


N 


ASN 


B 


828 


44.702 


17.855 


35.295 


1.00 


26.63 


3223 


CA 


ASN 


B 


828 


45.531 


17.537 


36.466 


1.00 


23.58 


3224 


C 


ASN 


B 


828 


44.887 


16.756 


37.625 


1.00 


26.70 


3225 


0 


ASN 


B 


828 


45.534 


16.519 


38.639 


1.00 


25.23 


3226 


CB 


ASN 


B 


828 


46.130 


18.838 


37.025 


1.00 


28.11 


3227 


CG 


ASN 


B 


828 


47.592 


18.685 


37.418 


1.00 


37.40 


3228 


OD1 


ASN 


B 


828 


48.159 


19.529 


38.113 


1.00 


38.18 


3229 


ND2 


ASN 


B 


828 


48.213 


17.617 


36.947 


1.00 


33.20 


3230 


N 


THR 


B 


829 


43.621 


1 6.377 


37.499 


1.00 


23.98 


3231 


CA 


THR 


B 


829 


42.938 


15.622 


38.552 


1.00 


23.70 


3232 


C 


THR 


B 


829 


41 .947 


14.683 


37.866 


1.00 


25.10 


3233 


0 


THR 


B 


829 


41 .250 


15.100 


36.952 


1.00 


25.89 


3234 


CB 


THR 


B 


829 


42.133 


16.555 


39.496 


1.00 


24.60 


3235 


OG1 


THR 


B 


829 


42.984 


17.586 


40.006 


1.00 


28.70 


3236 


CG2 


THR 


B 


829 


41.557 


15.760 


40.661 


1.00 


28.67 


3237 


N 


ILE 


B 


830 


41.887 


13.427 


38.295 


1.00 


22.29 


3238 


CA 


ILE 


B 


830 


40.969 


12.442 


37.715 


1.00 


24.53 


3239 


C 


ILE 


B 


830 


40.210 


11.721 


38.848 


1.00 


24.95 


3240 


0 


ILE 


B 


830 


40.627 


11.783 


40.005 


1.00 


20.63 


3241 


CB 


ILE 


B 


830 


41.795 


11.428 


36.877 


1.00 


28.68 


3242 


CG1 


ILE 


B 


830 


42.571 


12.177 


35.799 


1.00 


30.48 


3243 


CG2 


ILE 


B 


830 


40.913 


10.426 


36.194 


1.00 


36.11 


3244 


CD1 


ILE 


B 


830 


41.689 


12.930 


34.851 


1.00 


43.97 


3245 


N 


PRO 


B 


831 


39.067 


11.070 


38.544 


1.00 


23.25 


3246 


CA 


PRO 


B 


831 


38.351 


10.377 


39.616 


1.00 


24.91 


3247 


C 


PRO 


B 


831 


39.232 


9.258 


40.168 


1.00 


31 .60 


3248 


O 


PRO 


B 


831 


40.238 


8.897 


39.558 


1.00 


30.37 


3249 


CB 


PRO 


B 


831 


37.122 


9.822 


38.900 


1.00 


29.20 


3250 


CG 


PRO 


B 


831 


36.909 


10.831 


37.777 


1.00 


27.01 


3251 


CD 


PRO 


B 


831 


38.324 


10.924 


37.277 


1.00 


22.94 


3252 


N 


LEU 


B 


832 


38.863 


8.724 


41 .325 


1.00 


29.91 


3253 


CA 


LEU 


B 


832 


39.632 


7.630 


41.911 


1.00 


35.35 


3254 


C 


LEU 


B 


832 


39.541 


6.396 


41.017 


1.00 


34.24 


3255 


0 


LEU 


B 


832 


40.499 


5.638 


40.898 


1.00 


42.02 


3256 


CB 


LEU 


B 


832 


39.103 


7.304 


43.312 


1.00 


31 .75 


3257 


CG 


LEU 


B 


832 


39.307 


8.462 


44.291 


1.00 


37.36 


3258 


CD1 


LEU 


B 


832 


38.703 


8.121 


45.640 


1.00 


38.79 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 

f \ 1 xJI»l 


ATOM TYPE 


RESIDUE 




X 


v 
■ 


Z 


ocn 


R 

LJ 


ATOM 


3259 


CD2 


LEU 

L_ L_ \J 


R 

lj 


832 

OO^ 


40 793 


8 762 

O. f 


44 41 Q 


1 00 

1 .00 


3ft M 

OO. 0 1 


3260 


N 

• 'i 


GLU 


B 


833 


38 394 


6 223 

VJ . C-tL \J 


40 36Q 

*tO.OOJ7 


1 00 
1 .00 


37 07 


3261 


CA 


GLU 


R 

LJ 


833 
\j\j\j 


38 157 

\JKJ . 1 «J / 


5 07Q 


3Q 4Q5 


1 00 


40 4ft 


3262 


c 


Gl U 

Vj L_ \J 


R 




38 648 


5 346 

O.OHO 


38 07ft 
00 .0/0 


1 00 
1 .uu 


36 ?Q 


3263 


o 


Gl U 


R 


A33 

OOO 


38 431 


4 53? 


37 177 
Of. 1 / / 


1 OO 
1 .uu 


3Q ft*\ 
03.00 


3264 


CB 


GLU 


R 


OOO 


36 656 
oo.ooo 


4 756 
t. / OO 


3Q 43*^ 


1 00 
I .uu 


43 R7 
f 0.0 / 


3265 


CG 


GLU 


R 

LJ 


833 

OOO 


35 83? 

OJ.OOl 


5 ?5Q 


40 fi?0 


1 00 
I .uu 


RQ ft? 
Da. Oil 


3266 


CD 

w LJ 


Gl U 


R 

lj 


833 

OOO 


35 634 


6 77? 
O. f 1 c 


40 RQ^ 


1 00 
1 .uu 


3fi 
027.00 


3267 


OE1 

VJ I— 1 


GLU 


R 


833 

OOO 


34 Q7Q 


7 ?61 


3Q 65? 


1 00 
1 .uu 


6R 43 

OO.H-O 


3266 


OF? 


Gl U 

V_3L_LJ 


R 


OOO 


36 135 

OO. 1 OJ 


7 471 


41 ^0? 
f i .out 


1 00 
I .uu 


fi1 1 R 
0 I . I 0 


3269 


N 


GLY 

v_a i_ I 


R 

LJ 


834 

00*T 


3Q 307 

OS7. OO f 


6 481 


37 R80 

Of .OOO 


1 00 
I .uu 


33 66 
00.00 


3270 


CA 


GLY 


R 


834 

0O*T 


3Q 783 

03. f OO 


6 8?ft 


36 55ft 
00.000 


1 00 
1 .uu 


3? 35 


3271 


c 

VJ 


GLY 


R 


834 

0O*T 


38 640 


7 338 

/ .OOO 


35 6Q4 


1 00 
1 .uu 


?Q 1? 


3272 


o 


GLY 

VJI 1— I 


R 

LJ 


834 

00*T 


37 4ft Q 
o / .too 


7 37Q 

/ .O 1 \3 


36 1 ?ft 

OO. 1 CO 


1 00 
1 .uu 


?ft 1ft 

CO. 1 0 


3273 


N 


LFU 


R 
lj 


835 

OOO 


38 Q54 


7 71 Q 


34 4ftft 


1 00 
1 .uu 


?ft 73 
CO. 1 0 


3274 


CA 


LEU 


R 

LJ 


835 

OOO 


37 Q47 


8 ??ft 


33 53? 


1 00 
1 .uu 


31 ft? 
0 1 .oc 


3275 


r 


1 FU 


R 

LJ 


835 

OOO 


37 3Q7 

O / . Oi7 / 


7 131 


3? 613 

■DC. .D 1 O 


1 00 
1 .uu 


30 3R 


3276 


o 

VJ 


LEU 

L_L- \J 


R 

LJ 


835 

OOO 


37 Q87 

0 1 . 170 1 


6 058 
o.ooo 


3? 503 


1 00 
1 .uu 


33 3? 
00.0& 


3277 

»JC / / 


CB 

vjlj 


LFU 

LC LJ 


R 
lj 


835 

OOO 


38 57Q 

OO. Of 57 


Q 31 ? 


3? 671 


1 00 
1 .uu 


?S 4? 

CiJ.HC 


3278 

/ (J 


CG 


LFU 


R 

LJ 


835 

OOO 


3Q 101 

OS. I O I 


1 0 535 
I o.ooo 


33 411 
00.4 i 1 


1 00 
1 .uu 


?R 3«^ 


3279 


CD1 

V_/ LJ I 


LFU 


R 

LJ 


835 

OOO 


40 01 Q 


11 335 

1 1 .OOO 


3? 4Q1 


1 00 
1 .uu 


?R 14 

CO. 1 *T 


3260 


CD2 


LEU 


R 


835 

OOO 


37 Q35 

O / .30J 


11 374 

I 1 .Of *T 


33 ftft? 

OO.OOt 


1 00 
I .uu 


?5 47 


3281 


N 


ARG 


R 

LJ 


836 

OOO 


36 ?83 


7 405 
/ .too 


31 Q3ft 

O 1 .v700 


1 00 
1 .uu 


3? ?3 

<JC.C<J 


3282 


CA 


ARG 

/i 1 1 VJ 


R 

LJ 


836 

OOO 


35 7?1 

OO. / b 1 


6 42? 


31 01? 


1 00 
1 .uu 


33 4Q 

OO. *tJ7 


3283 


c 


ARG 


R 

LJ 


836 

OOO 


36 602 


6 367 

o.oo / 


2Q 764 


1 00 
1 .00 


32 Q0 

OC . C7U 


3284 


o 


ARG 


R 

LJ 


836 

OOO 


36 700 

OO. f OO 


5 3?8 
0.04C0 


?Q 1 0? 

C\J. \ \JC 


1 00 
1 .uu 


35 77 

OO. / f 


3285 


CB 

vjlj 


ARG 


R 

LJ 


836 


34 290 


6 787 

<J. /Of 


30 6?Q 


1 00 
1 .00 


3? 5R 

Ob.JO 


3286 


CG 


ARG 


R 

LJ 


836 

UvJU 


33 302 

\J\J.\JVJb 


6 6QQ 


31 7R0 
0 1 .1 00 


1 00 
1 .ou 


45 ?? 


3287 

VJ^U f 


CD 


ARG 


R 

LJ 


836 

OOO 


31 880 

vJ 1 UUU 


6 883 
0.000 


31 ?ft0 


1 00 
1 .00 


50 4R 


3288 


NE 


ARG 


R 

LJ 


836 


31 554 

%J 1 . \JsJT 


5 891 


30 ?54 

OV/.L Jr 


1 00 

1 .00 


63 7? 
00. / c 


3289 


CZ 


ARG 


B 


836 


30.366 


5.771 


29 671 


1 00 


61 91 


3290 


NH1 


ARG 


B 


836 


29.372 


6.586 


30.004 


1.00 


64.45 


3291 


NH2 


ARG 


B 


836 


30.173 


4.837 


28.748 


1.00 


68.06 


3292 


N 


SER 


B 


837 


37.237 


7.490 


29.445 


1.00 


27.88 


3293 


CA 


SER 


B 


837 


38.130 


7.577 


28.297 


1.00 


30.32 


3294 


C 


SER 


B 


837 


39.564 


7.712 


28.814 


1.00 


29.09 


3295 


0 


SER 


B 


837 


40.341 


8.538 


28.353 


1.00 


25.31 
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TABLE 10 (continued) 
THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPF 

r\ 1 wlvl I T r C 


RESIDUE I 


# ! 


X 


Y I 


Z I 


occ 


B 


ATOM | 


OOQR 

o^yo | 


PR 


RER 1 


B 1 


837 


37.758 I 


8.785 


27.431 


1.00 


33.53 J 


OOQ7 




SER 


B 1 


837 


36.408 I 


8.698 T 


26.991 


1.00 


32.13 


OOQQ 


M 

IN 


GLN 1 


B 1 


838 


39.912 ! 


6.867 


29.772 


1.00 


32.66 J 




PA 


GLN 1 


B 1 


838 


41.242 j 


6.907 I 


30.355 


1.00 


30.97 


oonn 


p 


GLN 1 


B I 


838 


42.377 


6.811 


29.330 


1.00 


32.88 I 


ooUl 1 




GLN ! 


B 1 


838 

W w w 


43.378 j 


7.515 I 


29.448 


1.00 


29.00 I 


OOfiO 
OOU^ 


PR 


GLN 1 


B 1 


838 


41.392 I 


5.798 I 


31 .402 


1.00 


37.64 


ooUo 


PP 


GLN 1 


B 1 


838 

x^ 


42.645 j 


5.953 


32.253 


1.00 


34.77 


ooU** 


pn 


GLN 1 


B 1 


838 


42.619 


7.213 


33.117 


1.00 


42.70 


ooUO 


OF1 


GLN 1 


B 1 


838 

^m* V 


43.665 I 


7.713 


33.533 


1.00 


43.05 


ooUb 




GLN i 


B 


838 

X^ V 


41.424 I 


7.718 


33.404 


1.00 


40.24 


OOA7 

ooU/ 


M 
IN 


THR ! 


b i 

1 


839 


42.236 | 


5.957 I 


28.320 


1.00 


32.29 


OoUo 


PA 


THR 1 

I I in 


B 1 


839 


43.291 


5.829 


27.321 


1.00 


32.08 


oonn 

oouy j 


p 


THR 
1 1 1 1 1 


B ' 


839 

\J \S 


43.495 


7.122 I 


26.538 


1.00 


30.37 


OOiA 




THR 
1 1 1 11 


B i 


839 


44.623 I 


7.583 


26.369 


1.00 


27.02 


OO-H H 
OOll 1 


PR 


THR 
i i in 


B 


839 

w/w 


42.994 


4.685 


26.316 


1.00 


36.84 


OOl £ 


PP1 
I 


THR 


R 


839 

www 


42.914 


3.442 


27.021 


1.00 


33.01 


OQ1 O 
OO 1 6 


PP9 


THR 


R 


839 

W W 


44.106 


4.593 


25.253 


1.00 


34.47 


OOl /I 

ool 4 


M 
IN 


PI N 

\J L_l N 


B 


840 

W I v 


42.403 


7.709 


26.057 


1.00 


27.73 


OOl C 

1 ool o 


PA 


PI N 


B 


840 

W«W 


42.501 


8.945 


j 25.292 


1.00 


28.34 


1 on C 

oo id 




PI N 


B 


840 

w ■ w 


43.027 


10.070 


26.168 


1.00 


28.06 


j ool 7 


! P 


PI N 


1 B 


1 840 


43.735 


10.963 


25.700 


1.00 


26.67 


OOl Q 

ool o 


n pr 


GLN 


1 B 

1 i— 


1 840 

1 w «^ w 


41.142 


I 9.339 


I 24.711 


1.00 


32.45 


ooiy 


PP 

! Ova 


PI N 


1 B 


i 840 


40.481 


I 8.269 


23.836 


1.00 


46.64 


ooon 

[ OOCXJ 


i pn 


PI N 


1 B 


1 840 

J w~W 


39 661 


I 7.236 


24.617 


1.00 


53.33 


I OOOH 
j 00<il 


| Ut I 


PI Nl 


! B 


1 840 

1 w~w 


40.172 


| 6.514 


I 25.478 


1.00 


44.62 


oooo 
66dd 


NPO 

IN L£ 


PI N 

\J l_l N 


1 B 


1 840 


38.370 


I 7.169 


I 24.306 


1.00 


55.68 


66 d6 


IN 


PHE 


! B 

1 


1 841 

f W r t 


42.666 


10.021 


I 27.444 


1.00 


24.94 


OOO/I 

oo<£4 


PA 


PHF 
i n i— 


i b 


I 841 


43.108 


I 11.018 


28.397 


1.00 


27.01 


I OOOK 
00£0 


I P 


PHE 


1 B 


841 


44.619 


I 10.962 


I 28.540 


1.00 


23.28 


3326 


I 0 


PHE 


B 


841 


45.293 


11.981 


28.443 


1.00 


22.03 


| 3327 


I CB 


PHE 


B 


841 


42.480 


10.769 


I 29.767 


1.00 


25.37 


3328 


CG 


PHE 


B 


841 


43.038 


| 11.651 


30.844 


1.00 


22.03 


I 3329 


CD1 


PHE 


B 


841 


42.632 


I 1 2.965 


30.962 


1.00 


26.46 


I 3330 


I CD2 


PHE 


1 B 


841 


44.005 


11.166 


31.719 


1.00 


26.10 


3331 


| CE1 


PHE 


1 B 


841 


43.174 


13.799 


31.937 


1.00 


25.57 


3332 


CE2 


PHE 


B 


841 


44.561 


j 1 1 .995 


I 32.703 


1.00 


25.36 
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TABLE 1 0 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




* -r/-\ ft j 

ATOM 


ATOM TYPE 


F^ P™ p^ ■ p^ i i ^™ 

RESIDUE 


# 


X 


Y 


Z 


x~x x~x 

occ 


B 


M\ «P A ft ft 

ATOM 


5 


3333 


CZ 


P^ 1 ■ P™ 

PHE 


B 


841 


A A AAA 

44.141 


a\ a A j A 

13.313 


XX XX XX XX XX 

32.808 


1.00 


25.63 




a xx xx * 

3334 


N 


GLU 


hx 

B 


842 


45.152 


9.770 


XX f\ XX ^ 

28.781 


1.00 


27.54 




3335 


CA 


GLU 


B 


842 


A A A A 

46.607 


XX XX XX A 

9.639 


XX #X XX XX XX 

28.939 


1.00 


29.02 


10 


3336 


c 


^**x i i i 

GLU 


B 


A At\ 

842 


47.347 


J A ft A 

10.143 


27.717 


j jf-v XX 

1.00 


XX XX ^X 

25.06 




3337 


0 


X^X IIS 

GLU 


B 


842 


A A A 

48.357 


_j XX XX XX XX 

10.826 


27.837 


1.00 


27.55 




3338 


CB 


GLU 


B 


842 


47.010 


8.183 


29.199 


1.00 


36.85 


15 


^\ xx. xx xx 

3339 


X"X S~\ 

CG 


X*N III 

GLU 


B 


842 


J a A A 

46.593 


A XX A 

7.628 


XX A X- XX A 

30.568 


1.00 


m XX ^VA I 

46.79 


A A A A 

3340 


CD 


X"\ ill 

GLU 


B 


842 


A ~» AAA 

47.223 


A A"T A 

8.376 


XX J —» j j 

31 .741 


1.00 


XX XX a 

50.21 




AA A At 

3341 


X"V P"™ j 

OE1 


A^S III 

GLU 


p> 

B 


842 


J **9 A ft A 

47.948 


A Al A A 

9.364 


X% J ^* .4 XX 

31.510 


a x^ XX 

1.00 


-A XX XX 

51.33 




a a j a. 

3342 


A^K A 

0E2 


A^K 111 

GLU 


B 


842 


j ^ A^V 

46.987 


7.974 


XX XX XX XX J 

32.901 


1.00 


54.97 


20 


a a j a 

3343 


N 


AP\. Ill 

GLU 


B 


843 


46.849 


XX w~ 

9.795 


26.535 


1.00 


27.99 




a a j « 

3344 


CA 


A~\ III 

GLU 


px 

B 


843 


47.484 


j XX XX XX J*"* 

10.235 


XX f"* XX XX XX 

25.302 


_A XX XX 

1.00 


XX XX XX -A 

29.91 




3345 


c 


iii 

GLU 


B 


843 


47.455 


11.750 


25.197 


1.00 


24.87 


25 


a a A a 

3346 


0 


\ iii 

GLU 


pxj 

B 


843 


48.445 


12.375 


24.829 


1.00 


25.77 


A A ft T 

3347 


CB 


A^\ III 

GLU 


B 


A J A 

843 


A A A A 

46.788 


9.619 


24.084 


1.00 


33.71 




3348 


CG 


X"*\ III 

GLU 


B 


843 


46.809 


XX XX <*x 

8.087 


XX A XX XX -A 

24.081 


1.00 


a XX -A 

43.17 




3349 


CD 


x*x iii 

GLU 


p*» 

B 


843 


46.362 


— ™ ^ ^x 

7.487 


XX XX XX _J 

22.761 


1.00 


47.10 


30 


a r\ ^ m s\ 

3350 


OE1 


X"X III 

GLU 


p-x 

B 


A A A 

843 


j XX A. A A 

46.082 


8.258 


21 .822 


1.00 


53.30 




a/%. P" ^ 

3351 


x^ r™ a 

OE2 


A~\ III 

GLU 


B 


843 


46.304 


XX XX j u 

6.241 


XXXX XX ^ m XX 

22.656 


j v-v XX 

1.00 


50.03 




a a r~ a 

3352 


N 


ft ft H™^P" 

MET 


B 


844 


4 XX XX ^1 XX 

46.319 


i XX XX « 

12.345 


XX ^— v « XX 

25.542 


1.00 


25.91 


•35 


3353 


CA 


ft ft r™ ^F" 

MET 


B 


A A A 

844 


J A ~J A A 

46.168 


A XX — ^ A 

1 3.787 


25.468 


1.00 


23.10 


a a p* a 

3354 


C 


ft A P™ ""J" 

MET 


rx 

B 


844 


47.064 


14.475 


26.490 


1.00 


22.35 




3355 


AS. 

0 


ft ft r^^p 

MET 


B 


A A A 

844 


A "V J A 

47.746 


1 5.454 


XX XX XX A 

26.184 


1.00 


XX XX XX A 

23.84 




a a i~ a 

3356 


X*X, 9-*% 

CB 


ft j r^^p* 

MET 


px, 

B 


A A A 

844 


44.711 


j « j XX XX 

14.182 


25.722 


1.00 


24.04 


AH 


XX XX P*«» 

3357 


CG 


ft ft p™"^' 

MET 


p-x 

B 


A A A 

844 


ft ft J ^ XX 

44.442 


j j— XX A J 

15.681 


25.592 


1.00 


27.46 




3358 


SD 


ft ft r™^r* 

MET 


B 


A. a\ A 

844 


.ft A, ^9 XX XX 

42.709 


At A A P* P" 

16.055 


XX A A A«V 

26.067 


J XX XX 

1.00 


XX XX XX XX 

29.20 




3359 


CE 


ft ft r~^T" 

MET 


B 


A A A 

844 


A XX A A A 

42.699 


A AAA 

17.809 


A~\ p» ^X 

25.977 


^ XX XX 

1.00 


XX XX XX 

22.37 


45 


A /*"> A A. 

3360 


N 


ARG 


B 


845 


.ft ^ XX ft A 

47.046 


1 3.975 


XX"* ^9 ^ A 

27.716 


A XX XX 

1.00 


XX W— XX A 

25.23 


OA A J 

3361 


X— * A 

CA 


ARG 


r"% 

B 


A A P* 

845 


47.887 


j A r* ft 

1 4.574 


XX ^X T J XX 

28.740 


^ XX XX 

1.00 


A. A A A 

29.00 




3362 


C 


ARG 


B 


Air 

845 


ft A A r~ A 

49.353 


^ ft ft A A 

14.423 


xx a A ft r* 

28.345 


^ A. A 

1.00 


XX P* A 

27.50 




OQCQ 
OOOO 


U 


A DO 


Q 

D 


Q AC 


CA H 0< 


1 o.ofz. 


/do. 44b 


•4 r\r\ 

1 .00 


OC AO 

25.08 


50 


3364 


CB 


ARG 


B 


845 


47.613 


1 3.934 


30.101 


1.00 


27.08 




3365 


CG 


ARG 


B 


845 


48.367 


14.594 


31 .240 


1.00 


37.67 




3366 


CD 


ARG 


B 


845 


47.781 


14.196 


32.586 


1.00 


36.90 


55 


3367 


NE 


ARG 


B 


845 


48.525 


14.771 


33.705 


1.00 


51.09 


3368 


CZ 


ARG 


B 


845 


49.746 


14.390 


34.063 


1.00 


42.11 




3369 


NH1 


ARG 


B 


845 


50.363 


13.422 


33.400 


1.00 


50.54 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


3370 


NH2 


ARG 


B 


845 


50.345 


14.969 


35.091 


1.00 


47.30 


3371 


N 


SER 


B 


846 


49.742 


13.240 


27.871 


1.00 


26.92 


3372 


CA 


SER 


B 


846 


51.134 


1 3.049 


27.463 


1.00 


28.80 


3373 


C 


SER 


B 


846 


51.480 


14.022 


26.331 


1.00 


25.62 


3374 


O 


SER 


B 


846 


52.563 


14.601 


26.285 


1.00 


25.05 


3375 


CB 


SER 


B 


846 


51.348 


11.595 


27.021 


1.00 


27.15 


3376 


OG 


SER 


B 


846 


51.189 


10.730 


28.138 


1.00 


31.19 


3377 


N 


SER 


B 


847 


50.532 


1 4.220 


25.422 


1.00 


27.30 


3378 


CA 


SER 


B 


847 


50.727 


15.117 


24.294 


1.00 


22.26 


3379 


C 


SER 


B 


847 


51.003 


16.551 


24.715 


1.00 


28.59 


3380 


O 


SER 


B 


847 


51.886 


1 7.207 


24.154 


1.00 


25.88 


3381 


CB 


SER 


B 


847 


49.494 


15.060 


23.382 


1.00 


31.83 


3382 


OG 


SER 


B 


847 


49.605 


15.975 


22.305 


1.00 


37.65 


3383 


N 


TYR 


B 


848 


50.243 


17.057 


25.686 


1.00 


24.14 


3384 


CA 


TYR 


B 


848 


50.452 


18.423 


26.145 


1.00 


24.20 


3385 


C 


TYR 


B 


848 


51.718 


18.555 


26.995 


1.00 


21.09 


3386 


O 


TYR 


B 


848 


52.310 


19.629 


27.051 


1.00 


22.03 


3387 


CB 


TYR 


B 


848 


49.209 


18.922 


26.891 


1.00 


20.70 


3388 


CG 


TYR 


B 


848 


48.113 


19.361 


25.925 


1.00 


22.54 


3389 


CD1 


TYR 


B 


848 


48.205 


20.577 


25.257 


1.00 


17.53 


3390 


CD2 


TYR 


B 


848 


47.042 


18.516 


25.618 


1.00 


24.44 


3391 


CE1 


TYR 


B 


848 


47.249 


20.959 


24.294 


1.00 


22.50 


3392 


CE2 


TYR 


B 


848 


46.086 


1 8.880 


24.660 


1.00 


21.73 


3393 


CZ 


TYR 


B 


848 


46.196 


20.097 


24.007 


1.00 


23.06 


3394 


OH 


TYR 


B 


848 


45.247 


20.476 


23.077 


1.00 


27.42 


3395 


N 


ILE 


B 


849 


52.113 


1 7.482 


27.675 


1.00 


22.59 


3396 


CA 


ILE 


B 


849 


53.357 


17.533 


28.457 


1.00 


25.53 


3397 


C 


ILE 


B 


849 


54.491 


17.695 


27.436 


1.00 


26.66 


3398 


O 


ILE 


B 


849 


55.391 


18.529 


27.608 


1.00 


25.61 


3399 


CB 


ILE 


B 


849 


53.569 


16.237 


29.284 


1.00 


29.06 


3400 


CG1 


ILE 


B 


849 


52.549 


16.192 


30.423 


1.00 


26.54 


3401 


CG2 


ILE 


B 


849 


55.020 


16.172 


29.847 


1.00 


23.64 


3402 


CD1 


ILE 


B 


849 


52.581 


14.899 


31.199 


1.00 


27.17 


3403 


N 


ARG 


B 


850 


54.436 


16.910 


26.363 


1.00 


24.89 


3404 


CA 


ARG 


B 


850 


55.453 


17.016 


25.319 


1.00 


25.68 


3405 


C 


ARG 


B 


850 


55.424 


18.403 


24.686 


1.00 


27.78 


3406 


O 


ARG 


B 


850 


56.464 


18.918 


24.266 


1.00 


27.55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 

Tr 


X 


Y 

i 


z 


OCC 

\*r V/ w' 


B 


ATOM 


3407 

*W * 


CB 


ARG 


R 

l— ' 


850 


55 255 


15 957 

• %f* WW 9 


24 226 


1 00 

1 .WW 


26 91 

faW-W 1 


3408 

\* 9 W%*F 


CG 


ARG 


B 

I— ' 


850 


55 521 


14 511 


24 663 


1 00 

1 .\Jw 


27 09 

fa / .WW 


3409 

w^^ w w 


CD 


ARG 


B 


850 


55 646 

WW* w 


13 575 

1 W a W 9 W 


23 458 


1 00 

1 . W w 


29 81 

fa W . W 1 


3410 


NE 


ARG 

ni i 


B 


850 


54 413 

W~ - T 1 w 


13 394 

1 \J a WW™ 


22 686 


1 00 

1 .WW 


31 76 

W 1 . f w 


3411 


CZ 


ARG 


B 


850 


53 402 


12 598 


23 037 

t.w. w w r 


1 00 


31 98 

W 1 -WW 


3412 

Kyi 1 £_ 


NH1 

in I I 


ARG 

r\i iVh4 


B 


850 


53 448 

ww . i i w 


11 880 

i i -www 


24 160 

t." . 1 WW 


1 00 


35 55 

WW . 


3413 

W^ 1 W 


NH2 

111 ■ c* 


ARG 


B 


850 

WWW 


52 340 


12 504 


22 254 

r r . C- wt 


1 00 

1 .WW 


34 47 

w^ . ~ / 


3414 


N 


GLU 


B 


851 

ww 1 


54 242 

W ~ . fa ~ fa 


19 018 

1 w . W 1 w 


24 620 


1 00 


27 13 

fa- / . 1 w 


3415 

WT 1 w^ 


CA 


GLU 

VJ l-. w 7 


B 


851 

WW 1 


54 133 

w^ . 1 ww 


20 358 


24 029 


1 00 


22 10 

fa- fa. . 1 w 


3416 


c 


GLU 


B 

I— * 


851 


54 765 

W~ • I \JxJ 


21 378 

t_ 1 . w 1 w 


24 987 


1 00 


27 46 

fa / - " w 


3417 

w^ 1 f 


o 


GLU 


B 


851 

WW 1 


55 394 

WW * WW ^ 


22 347 

■ - tm . W^ f 


24 551 


1 00 

1 .WW 


29 77 

fa W .11 


3418 


CB 


GLU 


B 


851 

Uw 1 


52 664 

W^- WV T 


20 719 


23 761 

C.W. • w 1 


1 00 

1 -WW 


30 54 

WW - w~ 


3419 

w i i w 


CG 


GLU 


B 


851 

Uw 1 


52 505 

Wb< www 


21 829 


22 716 


1 00 

1 .WW 


32 90 

Wfa. . WW 


3420 


CD 


GLU 


B 


851 

WW 1 


53 026 


21 401 


21 338 

I . www 


1 00 

1 . v/w 


42 32 

"fa . wfa 


3421 


OE1 


GLU 


B 


851 

WW 1 


53 314 

WW. w 1 *T 


20 191 

^w. 1 w 1 


21 155 

b 1 . I WW 


1 00 

1 .WW 


33 77 

WW. / 1 


3422 


OE2 


GLU 


B 


851 

WW 1 


53 140 

ww. 1 ~w 


22 266 


20 439 

^W ."Wv7 


1 00 

1 -WW 


34 60 

W i -WW 


3423 


N 


LEU 


B 


852 

wwfa 


54 587 

W~. WW / 


21 168 


26 293 


1 00 


23 76 

fa W - f w 


3424 


CA 


LEU 


B 


852 

w w4W 


55 204 


22 064 


27 265 

Cf . fa. WW 


1 00 

1 .WW 


26 78 

fa W » f w 


3425 

W* W 


c 


LEU 


B 


852 


56 726 

wW. / bw 


22 019 

w 1 w 


27 067 

fa » .WW / 


1 00 

1 .WW 


22 14 

fa fa i 1 *T 


3426 

wt •••> w 


o 


LEU 

W 7 


B 


852 


57 399 

w / .ww w 


23 046 

^ w . w" w 


27 101 

fa / . 1 V/ 1 


1 00 

1 .WW 


26 98 

fa w . 3U 


3427 

Wt •«•» 9 


CB 


LEU 


B 


852 


54 879 

W~ . \J 1 W 


21 625 

C— \ . w^ w 


28 687 

fa w . w w f 


1 00 

1 .WW 


22 84 

fa fa . W T 


3428 


CG 


LEU 


B 

I— ' 


852 

W Wfa 


55 560 

WW. WW w 


22 451 

fall- » W 1 


29 782 

fa w . r wfa 


1 00 

1 -WW 


26 06 

faw -WW 


3429 

bW 


CD1 


LEU 


B 


852 


55 271 


23 923 

bw« vLw 


29 577 

fa w . w / r 


1 00 

1 -WW 


23 63 

faw . W w 


3430 


CD2 


LEU 


B 


852 


55 080 


21 993 

lW 1 « w wO 


31 145 

W 1 ■ 1 T W 


1 00 

I -WW 


26 99 

fa W .WW 


3431 


N 


ILE 


B 


853 

Www 


57 251 

w * - 1_ w 1 


20 810 

t-w. w 1 w 


26 876 

fa w . KJ f \J 


1 00 

1 .WW 


28 61 

faw.W 1 


3432 


CA 


ILE 


B 


853 

www 


58 689 

WW. www 


20 628 


26 690 

fa. w . \J w w 


1 00 

1 -WW 


24 00 

fa i - w w 


3433 


c 


ILE 


B 


853 

W wlJ 


59 166 

WW. 1 UV 


21 389 


25 458 

fa W . T WW 


1 00 

1 -WW 


27 59 

fa f . WW 


3434 


o 


ILE 


B 


853 

www 


60 267 


21 929 


25 453 

fa w . ™ W W 


1 00 

1 -WW 


29 87 

fa W . \J 1 


3435 

v^t ww 


CB 


ILE 

■ * — i — 


B 


853 

Www 


59 031 

WW. WW 1 


19 136 

1 W. 1 WW 


26 574 

fa w . w * i 


1 00 

1 -WW 


26 82 

fa W - Wfa. 


3436 


CG1 


ILE 


B 


853 

www 


58 737 

ww« / \J f 


18 458 

I w»"ww 


27 919 

•W / • w 1 w 


1 00 

1 -WW 


25 90 

faW. WW 


3437 


CG2 


ILE 


B 


853 


60.478 


1 8.972 


26.104 


1.00 


24.70 


3438 


CD1 


ILE 


B 


853 


58.685 


16.935 


27.876 


1.00 


23.86 


3439 


N 


LYS 


B 


854 


58.343 


21 .442 


24.411 


1.00 


24.04 


3440 


CA 


LYS 


B 


854 


58.725 


22.192 


23.215 


1.00 


28.78 


3441 


C 


LYS 


B 


854 


58.668 


23.690 


23.497 


1.00 


28.51 


3442 


0 


LYS 


B 


854 


59.508 


24.457 


23.020 


1.00 


29.04 


3443 


CB 


LYS 


B 


854 


57.788 


21.893 


22.039 


1.00 


29.18 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


3444 


CG 


LYS 


B 


854 


57.765 


20.460 


21 .555 


1.00 


33.70 


3445 


CD 


LYS 


B 


854 


56.758 


20.366 


20.418 


1.00 


35.70 


3446 


CE 


LYS 


B 


854 


56.587 


18.960 


19.913 


1.00 


48.12 


3447 


N2 


LYS 


B 


854 


55.515 


18.932 


18.876 


1.00 


43.84 


3448 


N 


ALA 


B 


855 


57.661 


24.112 


24.256 


1.00 


28.37 


3449 


CA 


ALA 


B 


855 


57.504 


25.535 


24.592 


1.00 


25.35 


3450 


C 


ALA 


B 


855 


58.719 


26.035 


25.379 


1.00 


26.32 


3451 


O 


ALA 


B. 


855 


59.203 


27.156 


25.185 


1.00 


25.77 


3452 


CB 


ALA 


B 


855 


56.218 


25.745 


25.417 


1.00 


29.46 


3453 


N 


ILE 


B 


856 


59.194 


25.204 


26.292 


1.00 


27.24 


3454 


CA 


ILE 


B 


856 


60.361 


25.562 


27.073 


1.00 


27.67 


3455 


C 


ILE 


B 


856 


61.543 


25.659 


26.100 


1.00 


34.93 


3456 


O 


ILE 


B 


856 


62.414 


26.522 


26.230 


1.00 


30.85 


3457 


CB 


ILE 


B 


856 


60.672 


24.481 


28.116 


1.00 


30.91 


3458 


CG1 


ILE 


B 


856 


59.582 


24.474 


29.197 


1.00 


30.70 


3459 


CG2 


ILE 


B 


856 


62.060 


24.718 


28.725 


1.00 


30.32 


3460 


CD1 


ILE 


B 


856 


59.729 


23.310 


30.188 


1.00 


28.42 


3461 


N 


GLY 


B 


857 


61.540 


24.771 


25.113 


1.00 


32.68 


3462 


CA 


GLY 


B 


857 


62.618 


24.739 


24.141 


1.00 


37.55 


3463 


C 


GLY 


B 


857 


62.769 


26.010 


23.330 


1.00 


39.78 


3464 


O 


GLY 


B 


857 


63.836 


26.269 


22.777 


1.00 


38.63 


3465 


N 


LEU 


B 


858 


61.712 


26.809 


23.257 


1.00 


42.53 


3466 


CA 


LEU 


B 


858 


61 .747 


28.048 


22.486 


1.00 


44.50 


3467 


C 


LEU 


B 


858 


62.711 


29.110 


23.012 


1.00 


49.32 


3468 


O 


LEU 


B 


858 


63.281 


29.877 


22.236 


1.00 


47.44 


3469 


CB 


LEU 


B 


858 


60.344 


28.649 


22.405 


1.00 


45.48 


3470 


CG 


LEU 


B 


858 


59.304 


27.814 


21 .663 


1.00 


42.37 


3471 


CD1 


LEU 


B 


858 


57.941 


28.491 


21 .752 


1.00 


47.24 


3472 


CD2 


LEU 


B 


858 


59.733 


27.651 


20.217 


1.00 


47.70 


3473 


N 


ARG 


B 


859 


62.887 


29.171 


24.323 


1.00 


51.14 


3474 


CA 


ARG 


B 


859 


63.774 


30.170 


24.899 


1.00 


60.57 


3475 


C 


ARG 


B 


859 


64.948 


29.538 


25.620 


1.00 


63.51 


3476 


O 


ARG 


B 


859 


66.088 


29.648 


25.172 


1.00 


66.86 


3477 


CB 


ARG 


B 


859 


62.994 


31.080 


25.852 


1.00 


60.03 


3478 


CG 


ARG 


B 


859 


61.946 


31.931 


25.147 


1.00 


66.28 


3479 


CD 


ARG 


B 


859 


61.112 


32.750 


26.120 


1.00 


65.17 


3480 


NE 


ARG 


B 


859 


60.150 


33.601 


25.422 


1.00 


72.22 
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TABLE 1 0 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 
Ml \J\W\ 


ATOM TVPC 
Ml L/IVi 1 T r C 


ntblUUb 


is 

w 


v 


V 
Y 


c. 


OOO 


b 


A! UM 


040 1 




AHLa 


b 


ooy 


CQ OOQ 

oy.cco 


OO i cc 
OO. 1 DO 


Ovl CTO 
^4.0/0 


1 .00 


7c r\A 

7O.01 


OAQO 


rMn l 


AnLi 


Q 

D 


ooy 


CO i Oi4 

oy. i o4 


Ol QC7 

ol .00/ 


o>» one 


1 .00 


-I A r?A 

74.04 


O/IQO 

o4oo 


MHO 


A DO 

Ano 


D 


ooy 


CQ QQil 

oo.oy4 


Q/i nnc 
o4.U0b 


00 nnn 

2o.yyQ 


1 .00 


—f—f AC 

77.0b 


0404 


M 
IN 


Ol Kl 
LiLN 


b 


obO 


C/l C7A 

b4.b/U 


OQ Q*7C 

do.ofo 


OC *70C 


-4 <-k/\ 

1 .00 


C7 QH 

0/ .yi 


0/1 QC 
O4o0 


OA 


oLlN 


b 


obU 


bO./oO 


OQ OOC 
CO. ^OO 


0*7 >IOO 

dfAvd 


1 .00 


C7 AH 

b/.yl 


Oyl QC 

o4ob 


o 


LiLN 


b 


860 


CC CH vl 

bb.ol 4 


fyy oco 
df.dOO 


OC coo 

26.623 


■i on 

1 .00 


Tn H c 

70.16 


Ovl Q7 

o4o/ 


r\ 
U 


oi m 
uLN 


b 


ocn 

860 


cc 4 no 
bb.l Oo 


OC H Oyl 

iib.l2:4 


OC Jlrtl 

26.403 


1 .00 


cc on 
66.29 


0/1 QQ 

o4oo 


po 


Ol Kl 


b 


ocn 
obO 


CC H C"7 

bo.l b/ 


07 C07 
df.Odf 


OQ 701 

co./ol 


h nn 
1 .00 


CO OO 

60.0c 


O/l QQ 


OO 


Ol Kl 
La LIN 


b 


ocn 
obO 


C/l 07C 


OQ yl C 4 

<io.4bl 


on noc 

cy.yc^o 


1 .00 


7A ■* c 

70.16 


o4yo 


OR 
L/U 


Ol Kl 

La Lin 


b 


ocn 
obU 


CO 070 

bo.y/o 


on co/i 
^y.5o4 


on 07c 

<£y.b7o 


1 .00 


73.18 




LJti 


Ol Kl 

LiLlN 


b 


ocn 
obO 


CO OOO 

bo.ycc 


on ceo 
0U.000 


on A OA 

oU.4o4 


1 .00 


7C OH 

/O.ol 


O/l QO 

o4yc 




Ol Kl 

LiLlN 


b 


ocn 
ObO 


CO H 70 

bo.l id 


on a An 

<;y.44y 


00 con 
do.bdv 


1 .00 


-7 >• co 

/4.oo 


Ovl QQ 


Kl 
IN 


I vc 
LYo 


b 


QCH 

obl 


C7 COC 

b7.bob 


0"7 "7CC 

c7.7oo 


oc -i -t n 
26. 11 0 


1 .00 


"7 A OQ 

70.28 


14 Oil 

04y4 


OA 
OA 


I VQ 
LYo 


b 


QCi 

obl 


CQ CO"7 

bo.OcY 


OC OQO 


OC 07 A 


i nn 
1 .00 


7n qq 

/o.yo 


O/IQC 

o4yo 


O 
L/ 


I vo 
LYo 


b 


obl 


CO yfon 
by.4oU 


OC O /I "7 


oc one 


■i nn 
1 .00 


cn cc 

by.bb 


o>i qc 
o4yb 




1 vc 
LYo 


b 


QCH 

ob I 


"7n n< "7 
/0.01 / 


OC QOO 

cb.000 


o~7 i iin 
c/.14y 


■i nn 
1 .00 


en cc 

oy.ob 


04y/ 


OQ 


1 vo 
LYo 


b 


ob i 


CO OO/I 

by.oo4 


0"7 QQQ 

cY.ooy 


Oyl O/IO 

c4.o4c 


4 nn 
1 .00 


70 no 

/o.yo 


O/tQQ 

o4yo 


OO 


1 vc 
LYo 


b 


QCI 

obl 


CQ Ci O 

bo. 51 ^ 


OQ COC 

co.byb 


OO oco 
CO. OOC 


h nn 
1 .00 


"7C TC 

/b./o 


o4yy 


on 


1 vo 
LYo 


b 


obl 


C7 700 

Of .(do 


o~7 one 
c/ .oUb 


00 no 


4 An 
1 .00 


"7n oc 
79.85 


Ocnn 
O000 


oc 


1 vc 
LYo 


b 


obl 


b/.U/ / 


OQ COO 

^o.b^o 


oh one 

ci .cyb 


h nn 
1 .00 


QO H C 
OC.l O 


oOOl 




1 vo 
LYo 


b 


QCH 

obl 


cc i nn 

bb.lyO 


on cc\a 

cy.by4 


oh oon 
Cl .ocO 


■i nn 
1 .00 


OO A C 
00.45 


OOOc 


Kl 


Ol V 

LjLY 


b 


qco 
obc 


CO CD7 

by. bo/ 


o>i nc>i 

*:4.yb4 


OC nylO 

co.y4c 


•i nn 

1 .00 


CC C H 

65.51 


oOUo 


OA 
L/A 


oi v 
LaLY 


b 


QCO 

bbc 


/U.ool 


0>1 i D7 
<f4.1 Of 


OC ~7~7~7 

do.f 1 1 


h nn 
1 .00 


CO OC 

bc.ob 


O0U4 


L/ 


Ol V 

oLY 


b 


QCO 

obc 


CO Q7f\ 

by.o/ U 


00 n>i c 
ZO.U40 


0"7 A "70 

c/ .4/0 


h nn 
1 .00 


CO n>i 

00. y4 


oenc 

OOUO 


U 


Ol V 

LiLY 


b 


QCO 

obc 


CQ ~7QC 

bo./ob 


OO Oi Q 

co.ci y 


OQ rt07 


4 nn 
1 .00 


CC ~7C\ 

00. f\J 


OCQC 

oOOb 


M 


\/AI 

VAL 


b 


QCO 

obo 


"7A >tOC 

/u.4yb 


O-l Q"7/1 

cl .0/4 


07 >ien 
c/ .4o0 


1 .00 


cc on 
55. cO 


OOU/ 


OA 
OA 


V/AI 
VAL 


b 


QCO 

obo 


CO QO/1 

by.yj4 


on con 
cU.boU 


oq nco 
co.Ubo 


i nn 
1 .00 


CA OO 

54. oc 


oOUo 


o 
L/ 


V/AI 
VAL 


b 


QCO 

obo 


CQ CQ1 

by.byi 


on Qon 
cU.ooU 


OO CC7 


h nn 
1 .00 


co n>i 
5c.U4 


oooy 


L) 


\/A 1 

VAL 


b 


QCO 

obo 


CQ C/tO 

bo.b4o 


on /loc 
cU.4ob 


on f\~7f\ 


h nn 
1 .00 


CH 7i 
51 ./ 1 


oci n 


on 

L/D 


VAL 


b 


QCO 

obo 


7A Qcn 


1 Q >1C1 

i y.4oi 


0"7 QIO 
df .Ol C 


•\ nn 
1 .00 


CO Q7 

O0.0Y 


I 1 


001 


VAI 


R 


OOO 


70 OOQ 


1 57. / IU 


CO.*fUO 


1 nn 


C>1 7C 

o*f . / 0 


3512 


CG2 


VAL 


B 


863 


70.228 


18.212 


28.405 


1.00 


55.92 


3513 


N 


VAL 


B 


864 


70.651 


21.404 


30.282 


1.00 


51.96 


3514 


CA 


VAL 


B 


864 


70.513 


21.578 


31 .725 


1.00 


50.09 


3515 


C 


VAL 


B 


864 


69.445 


22.622 


32.065 


1.00 


49.79 


3516 


0 


VAL 


B 


864 


68.577 


22.383 


32.903 


1.00 


46.15 


3517 


CB 


VAL 


B 


864 


71.864 


22.001 


32.372 


1.00 


50.90 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


At 


v 

A 


v 

T 






R 


ATOM 

r\ 1 Wivi 


3518 


CG1 


V / A 1 

VAL 


B 


OCX 

864 




c. \ .yy 1 


O.O QQQ 


1 nn 


AQ A7 


3519 


CG2 


\ /A 1 

VAL 


b 


OCA 

ob4 


-70 Q7Q 


01 ncc 


0 1 .yoo 


1 nn 


Aft Qft 


3520 


N 


CCD 

SER 


b 


ODD 


en cr\A 

by.0U4 


00 770 


O I .'HJO 


1 nn 

I -UU 


4° ft7 


: 

3521 


CA 


SER 


D 


obo 


CQ con 

bo.ooy 


OA QO.H 


O I -OOO 


1 nn 

I .UU 


Aft 1ft 
HO. I U 


3522 


C 


SER 


b 


obo 


C*7 i OA 
b/. 1^:4 


^4.000 


0 1.01*+ 


1 nn 

I .UU 


4° °1 


3523 


0 


pr-n 

SER 


B 


oec 

obo 


CC -i 70 

bb.l /o 


O/l ceo 
^4.bbu 


00 (\A£. 
O^.U40 


1 nn 

I -UU 


A1 =,9 


3524 


CB 


SER 


D 


obo 


CQ QOO 

bo.oyo 


<cb.Ubb 




1 nn 

I .UU 


Aft ftp, 


3525 


OG 


SER 


b 


QCC 

obO 


CQ f\A A 

bo.U 14 


07 -1 QC 

ttl .1 oO 


0 1 . I I 0 


1 nn 

I .UU 


o57. 1 *r 


3526 


k 1 

N 


SER 


b 


bob 


CC QQQ 

bb.yoo 


OO COQ 


OA OIC 
OU.C t O 


1 nn 

I .UU 




3527 


CA 


r"\ r— n 

SER 


B 


QCC 

ooo 


C C CQO 

bo.bo^ 


OO ■< OO 

tio. 1 c$y 




1 nn 

I -UU 


^c; oa 


3528 


c 


SER 


B 


occ 
obb 


CC A7i 

bo.U/ 1 


00 r\Q7 


OA ftQC 


1 nn 

I .UU 


An ft°. 


3529 


0 


SER 


b 


QCC 

obb 


CQ Q7VI 


OO 1 C/1 

1 04 


O.A QQA 


1 nn 

I .UU 


04.. U 1 


A. 

3530 


CB 


SER 


B 


ooo 


cc 770 


OO ccc 
££.0b0 


OR OCO 


1 nn 

I .UU 


17 no 

0/ ,\JC. 


3531 


OG 


o r"T"» 

SER 


b 


occ 

obb 


CC -i AO 

bp. 14^ 


OO CVO 


tt f ,44o 


1 nn 

I .UU 


A^ Q^ 

*fo.yo 


3532 


N 


SER 


B 


O C"7 

867 


CC Q77 

bo.o77 


oi 1 o>i 
aC I . I o4 


OI 1 Aft 
0 1 . 1 40 


1 nn 

I .UU 


97 ni 
O / .uo 


/*V f— JF-* jH"> 

3533 


CA 


orn 

SER 


B 


O C"7 

ob7 


C C OVO 


Oft noQ 


OO AAA 


1 nn 

I .UU 


9ft Q°. 


3534 


C 


SER 


B 


ob7 


cc r\~r~7 


OA 7i H 


00 >1A7 
OO. 4U/ 


1 nn 

I .UU 


An 17 


3535 


0 


SER 


B 


867 


c>i h >in 
64. 1 49 


OA OQO 


O/l AOQ 

o4.uyy 


1 AA 
l .UU 


OR QR 


3536 


CB 


SER 


B 


867 


cc 000 

66.382 


H Q nco 

1 o.yo^; 


OO 1 Q7 
O^.l O/ 


1 AA 


AO QO 


3537 


OG 


SER 


B 


867 


C"7 rcc 

6/ .bob 


•K O OQ7 

1 y.oo/ 


00 ocn 


1 nn 

i .UU 


Aft 9A 


3538 


N 


GLN 


B 


868 


C C O ~70 

oo.o/<i 


O H CO~7 

d. \ .by/ 


OO Q 1 A 

00.0 1 u 


1 AA 
1 .UU 


0T7 no 

O/ .U\7 


3539 


CA 


GLN 


B 


0 c 0 

868 


cc coo 

6o.b2d 


OO OC/t 


OC AQO 

oo.uyo 


1 nn 

1 .UU 


A1 QA 


3540 


C 


GLN 


B 


oco 
868 


C>( OAf\ 

b4.J4U 


OO i QO 


OC AOC 


1 nn 

I .UU 


OA ft 
04. 05 


3541 


0 


GLN 


B 


868 


CO C"70 

bo.o/y 


OO O/l O 


OC QQA 

oo.yyu 


1 nn 
I ,uu 


9ft A9 
OO. Ho 


3542 


CB 


GLN 


B 


oco 

868 


cc "7 on 
bb.790 


OO OC7 


OC AQ(\ 

oo.4yu 


1 nn 

I .UU 


ao 1 n 


3543 


CG 


GLN 


B 


oco 

868 


CO Ail O 

68.042 


OO CI 0 

<^.oi y 


OC QCyf 

oo.yo4 


1 nn 

I .UU 


ftA 1 ft 
OH. 1 O 


3544 


CD 


GLN 


B 


oco 

868 


CO -4 OC 

69.125 


00 /icn 
Aid.4oU 


OC /IQC 

ob.4yo 


1 AA 

1 .UU 


en ni i 
oy.u 1 


am A m 

3545 


OE1 


GLN 


B 


8b8 


7A 4 CC 

/U. loo 


OO QQA 

ti^.yy4 


QC QQQ 

oo.yyu 


1 nn 

I .UU 


ftn 7n 

OU. / u 


3546 


NE2 


GLN 


B 


000 
868 


CO QOO 

b8.o9o 


O/l 7CQ 

<i4. /oy 


QC QQQ 

ob.oyy 


1 nn 

I .UU 


ftQ nn 

oy .uu 


3547 


k t 
N 


ARG 


B 


ocn 

oby 


b4. ltd. 


OO Q/17 


OO AQO 

OO.0C7O 


1 nn 

I .UU 


OA OC 


3548 


CA 


ARG 


B 


869 


62.918 


24.666 


33.746 


1.00 


32.37 


3549 


C 


ARG 


B 


869 


61.673 


23.778 


33.716 


1.00 


33.17 


3550 


0 


ARG 


B 


869 


60.633 


24.147 


34.262 


1.00 


32.22 


3551 


CB 


ARG 


B 


869 


63.001 


25.541 


32.500 


1.00 


34.11 


3552 


CG 


ARG 


B 


869 


61.908 


26.619 


32.493 


1.00 


39.35 


3553 


CD 


ARG 


B 


869 


62.127 


27.633 


31 .406 


1.00 


42.79 


3554 


NE 


ARG 


B 


869 


61.101 


28.672 


31 .368 


1.00 


40.15 



10 



15 



20 



25 



30 



35 



40 



45 
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55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



Al UM 


AT AMI 4 TV/Dr 

ATOM TYPE 


RESIDUE 


# 


X 


Y 


—r 

z 


occ 


B 


ATOM 


occc 


A»T 


ARG 


B 


o aa 

869 


60.828 


AA C AA 

29.522 


OA OCA 

32.350 


4 A A 

1.00 


OA TO 

39.72 


3556 


NH1 


ARG 


B 


869 


O A c 0 0 

61.502 


AA A T O 

29.478 


OO A A A 

33.492 


4 A A 

1.00 


A O AC 

43.65 


OCC7 

3557 


ill in 

NH2 


ARG 


B 


869 


59.867 


30.425 


32.185 


1 .00 


36.33 


3558 


N 


1 PHE 


B 


870 


61.781 


00 0 0 -t 
22.601 


00 4 0 4 
33.101 


4 OO 

1 .00 


OO TO 

30.79 


3559 


CA 


PHE 


B 


870 


60.670 


A A f C A 

21 .651 


33.078 


1.00 


OO 4 c 

30.15 


O C OO 

3560 


C 


i PHE 


B 


870 


60.299 


21 .259 


34.516 


1.00 


35.55 


3561 


O 


PHE 


B 


870 


r— f\ A A — r 

59.117 


0 4 AC/"* 

21.156 


34.857 


4 OO 

1.00 


OO A A 

30.41 


3562 


CB 


PHE 


B 


870 


61 .042 


20.373 


32.330 


1.00 


34.17 


3563 


CG 


PHE 


B 


OTO 

870 


fro 000 

59.923 


4 O OTO 

1 9.373 


00 OOO 

32.263 


4 OO 

1.00 


04 00 
31.63 


3564 


CD1 


PHE 


B 


870 


58.818 


19.607 


31 .449 


1 .00 


34.59 


3565 


CD2 


PHE 


B 


870 


59.949 


A O OOC 

18.225 


AO O A A 

33.041 


4 OO 

1.00 


OO A £> 

36.46 


3566 


CE1 


nur 

PHE 


B 


OTA 

870 


CT TCO 

57.758 


4 O T4 C 

18.715 


0 4 il 4 A 

31 .412 


4 A A 

1.00 


A A OT 

34.87 


OCA7 

3567 


CE2 


PHE 


B 


OTA 

870 


CO OOT 

58.887 


A T OAA 

17.322 


OA A4 A 

33.012 


4 AA 

1.00 


il A 0 4 

42.81 


OCCO 

3568 


A*T 

CZ 


r->l 1 r— 

PHE 


B 


OTO 

870 


CT TOO 

57.789 


A T COO 

17.569 


OO 4 oc 

32.195 


4 OO 

1 .00 


OC it 0 

35.48 


3569 


N 


Tvn 

TYR 


B 


OT 4 

871 


r\ a OO C 

61.305 


04 004 
21.021 


OC OCO 

35.358 


4 OO 

1 .00 


OO TO 

28.70 


OCT A • 

3570 


CA 


TYR 


B 


871 


/-» 4 000 
i 61.029 


AA ACO 

20.653 


OA T il A 

36.746 


4 AA 

1.00 


OO A 4 

32.21 


AP7J 

3571 


C 


TYR 


B 


OT4 

871 


AO OO 4 

60.381 


21 .809 


37.513 


1 .00 


31 .93 


3572 


o 


TYR 


B 


OT 4 

871 


CO a A 

59.464 


O A COO 

21.590 


00 0 4 0 
38.313 


4 OO 

1.00 


OO f"> ~T 

32.87 


3573 


CB 


TYR 


ci 

B 


871 


OO 04 A 

62.314 


OO A OO 

20.183 


0~T A CO 

37.459 


4 OO 

1.00 


00 OO 

33.96 


OCT il 

3574 


CG 


TYR 


Ci 

B 


/t ^9 4 

871 


r\ r*% aj a ~» 

62.117 


19.878 


38.930 


1 .00 


37.15 


OCTC 

3575 


CD1 


TYR 


r-> 

B 


871 


00 000 
62.099 


00 OOO 

20.902 


00 OOO 

39.883 


4 OO 

1 .00 


44 40 
44.42 


OC7C 

3576 


CD2 


TYR 


B 


871 


A A OAC 

61.895 


18.571 


AA OOO 

39.368 


1.00 


45.79 


3577 


CE1 


TYR 


B 


OT4 

871 


r* u OOO 

61.863 


00 OOO 

20.632 


A A OOO 

41 .233 


4 OO 

1 .00 


40 40 
42 .43 


OC7D 

3578 


CE2 


TYR 


B 


OT 4 

871 


O A OCT 

61.657 


A O OOO 

18.289 


40.722 


4 OO 

1 .00 


4 T 0 4 

47.61 


3579 


CZ 


TYR 


B 


OT 4 

871 


Ai A J J 

61 .641 


A A AAA 

19.326 


>i 4 0 ii 0 
41 .646 


4 OO 

1 .00 


CO 04 

50.61 


3580 


/-\ II 

OH 


TYR 


B 


OT A 

871 


O A OOO 

61.393 


40 004 
19.061 


a r\ oto 

42.978 


4 OO 

1.00 


55.59 


oco 4 

3581 


N 


GLN 


B 


OTA 

872 


A A OCO 

60.853 


A A AAA 

23.032 


AT OO O 

37.268 


4 OO 

1 .00 


00 0 c 

29.65 


3582 


CA 


GLN 


B 


OTA 

872 


AA A A O 

60.298 


O A A A A 

24.21 6 


OT AOC 

37.935 


4 AA 

1 .00 


OO OT 

32.37 


3583 


c 


GLN 


B 


OTO 

872 


C O OO A 

58.832 


A il A A 

24.460 


OT C A A 

37.566 


4 A A 

1 .00 


A4 OA 

31 .80 


3584 


A\ 

o 


GLN 


D 
D 


OTO 

872 


CT A O A 

57.986 


A il ATC 

24.675 


OO AAA 

38.444 


4 A A 

1 .00 


AO 4 A 

28.10 








D 
D 


Of c. 


A1 CY7R 


9*^ ATA 


O/.DDO 


1 on 
1 .uu 


OQ 70 


3586 


CG 


GLN 


B 


872 


62.498 


25.554 


38.096 


1.00 


42.15 


3587 


CD 


GLN 


B 


872 


63.207 


26.805 


37.605 


1.00 


43.54 


3588 


0E1 


GLN 


B 


872 


63.427 


26.978 


36.405 


1.00 


48.46 


3589 


NE2 


GLN 


B 


872 


63.554 


27.690 


38.529 


1.00 


54.30 


3590 


N 


LEU 


B 


873 


58.541 


24.449 


36.267 


1.00 


30.13 


3591 


CA 


LEU 


B 


873 


57.176 


24.686 


35.806 


1.00 


30.27 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


3592 


C 


LEU 


B 


873 


56.205 


23.598 


36.234 


1.00 


35.12 


3593 


O 


LEU 


B 


873 


55.051 


23.889 


36.590 


1.00 


32.42 


3594 


CB 


LEU 


B 


873 


57.146 


24.876 


34.284 


1.00 


31.46 


3595 


CG 


LEU 


B 


873 


57.871 


26.154 


33.836 


1.00 


25.50 


3596 


CD1 


LEU 


B 


873 


57.739 


26.342 


32.322 


1.00 


26.12 


3597 


CD2 


LEU 


B 


873 


57.293 


27.359 


34.569 


1.00 


30.31 


3598 


N 


THR 


B 


874 


56.650 


22.348 


36.208 


1.00 


32.47 


3599 


CA 


THR 


B 


874 


55.777 


21 .274 


36.631 


1.00 


31.43 


3600 


C 


THR 


B 


874 


55.664 


21.315 


38.158 


1.00 


33.30 


3601 


O 


THR 


B 


874 


54.610 


21.009 


38.713 


1.00 


32.00 


3602 


CB 


THR 


B 


874 


56.292 


19.883 


36.157 


1.00 


33.76 


3603 


OG1 


THR 


B 


874 


57.628 


19.683 


36.610 


1.00 


36.17 


3604 


CG2 


THR 


B 


874 


56.261 


19.788 


34.628 


1.00 


31.16 


3605 


N 


LYS 


B 


875 


56.736 


21.710 


38.842 


1.00 


31.72 


3606 


CA 


LYS 


B 


875 


56.677 


21.780 


40.303 


1.00 


35.19 


3607 


C 


LYS 


B 


875 


55.701 


22.895 


40.688 


1.00 


33.68 


3608 


O 


LYS 


B 


875 


54.983 


22.794 


41 .686 


1.00 


33.61 


3609 


CB 


LYS 


B 


875 


58.062 


22.067 


40.907 


1.00 


37.62 


3610 


CG 


LYS 


B 


875 


58.091 


21.945 


42.429 


1.00 


40.41 


3611 


CD 


LYS 


B 


875 


57.761 


20.509 


42.843 


1.00 


43.28 


3612 


CE 


LYS 


B 


875 


57.618 


20.357 


44.354 


1.00 


41.31 


3613 


NZ 


LYS 


B 


875 


57.273 


18.939 


44.712 


1.00 


45.62 


3614 


N 


LEU 


B 


876 


55.682 


23.958 


39.890 


1.00 


30.46 


3615 


CA 


LEU 


B 


876 


54.782 


25.081 


40.129 


1.00 


34.18 


3616 


C 


LEU 


B 


876 


53.345 


24.568 


40.037 


1.00 


33.33 


3617 


O 


LEU 


B 


876 


52.510 


24.892 


40.881 


1.00 


32.77 


3618 


CB 


LEU 


B 


876 


55.026 


26.179 


39.093 


1.00 


35.40 


3619 


CG 


LEU 


B 


876 


54.302 


27.520 


39.218 


1.00 


35.72 


3620 


CD1 


LEU 


B 


876 


54.848 


28.485 


38.179 


1.00 


42.08 


3621 


CD2 


LEU 


B 


876 


52.806 


27.336 


39.039 


1.00 


42.68 


3622 


N 


LEU 


B 


877 


53.060 


23.754 


39.022 


1.00 


29.58 


3623 


CA 


LEU 


B 


877 


51.721 


23.208 


38.869 


1.00 


30.87 


3624 


C 


LEU 


B 


877 


51 .345 


22.311 


40.053 


1.00 


34.72 


3625 


O 


LEU 


B 


877 


50.220 


22.392 


40.555 


1.00 


31.85 


3626 


CB 


LEU 


B 


877 


51.601 


22.439 


37.544 


1.00 


32.60 


3627 


CG 


LEU 


B 


877 


51.708 


23.298 


36.274 


1.00 


33.97 


3628 


CD1 


LEU 


B 


877 


51 .665 


22.424 


35.020 


1.00 


29.88 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 

IT 




Y 
■ 


7 


occ 


R 


ATOM 

r\ I W 1 VI 


3629 


CD2 


LEU 


R 

tO 


877 

Oft 


50 565 


24 314 


36 268 

OO.cOO 


1 00 


0*T.s7U 


3630 


N 


ASP 


R 

tO 


878 


52 274 


21 463 


40 505 


1 00 

1 .UU 


^0 58 

OU.OO 


3631 


CA 


ASP 


R 


878 

(0/(0 


51 995 


20 576 


41 647 

*T 1 .U^ / 


1 00 

1 .UU 


32 09 


3632 


c 


ASP 


R 


878 


51 659 

O 1 .UJJ 


21 415 


42 87P 


1 00 

1 .UU 


PR 58 


3633 


o 


A^P 

nor 


R 

tO 


878 
Of o 


50 754 

JO. / 0*T 


21 07Q 

C 1 . U / £7 


ATK 84P 


1 00 

I .UU 


PQ 15 


3634 


cr 


A^P 


R 


878 
o/o 


53 P05 


1Q 709 

1 57. / U57 


4P 001 


1 on 

1 .UU 


^1 44 


3635 


CG 


ASP 

/AO 1 


R 

tO 


878 
o/o 


53 686 

JO.UOU 


18 868 
1 o.ouo 


40 84fi 

*tU.O*tO 


1 no 

1 .UU 


4*^ RP 


3636 
oooo 


OD1 


ASP 

nor 


R 

to 


878 
o/o 


5? Q13 

v0^.C7 1 O 


18 024 

1 O.Ufct 


40 344 


1 on 

1 .UU 


4Q 


3637 


OD2 


ASP 

nor 


R 

to 


878 
o/ o 


54 851 


1Q 050 

1 O.UJU 


40 441 


1 nn 

1 .UU 


51 RQ 

o 1 .Oa 


363fl 


N 


A9N 

AAO 1 N 


R 


87Q 

O / 57 


5? 411 


22 4Q1 


ATK 081 


1 no 

I .UU 


Pfi 4^ 
tO.to 


3639 


CA 


ASN 


R 

LO 


87Q 

O I 57 


52 187 

%JC. IO/ 


23 3Q3 


44 185 

*T*T. 1 OJ 


1 00 

i .UU 


33 73 

OO. / o 


3640 


c 


ASN 


R 

to 


87Q 

O / C7 


50 7Q8 

UU. / 570 


24 042 


44 128 


1 00 

1 .UU 


^P QP 


3641 


o 


ASN 

Awl ^1 


R 


87Q 


50 233 


24 3Q1 

^t.057 1 


45 163 

HO. 1 OO 


1 00 

1 .UU 


33 

OO.OO 


3642 


CB 


ASN 

noi x 


R 
to 


879 

Of C7 


53 255 


24 4Q0 

<i*T.'t57U 


44 222 


1 00 

1 .UU 


31 44 
o I .*+*+ 


3643 


CG 


ASN 


R 

to 


87Q 

O / 57 


54 604 


23 Q8Q 


44 705 

*+*+. / UJ 


1 00 

1 .UU 


41 QQ 


3644 


OD1 


ASN 


R 

to 


87Q 

o / <J 


55 580 
UU. oou 


24 742 


44 7P7 


1 00 

1 .UU 


4R PR 


3645 


NDP 

1 X. L/C- 


A^N 


R 

to 


87Q 

O / v7 


54 666 

OH.OOO 


PP 71 Q 


45 10P 

HO. 1 \JC. 


1 on 

1 .UU 


*^8 RR 

00.00 


3646 


N 


LEU 


R 


880 


50 247 


24 216 


42 Q31 

*T^.s7U 1 


1 00 

1 -UU 


3P R0 


3647 

out / 


CA 


LEU 

L. L_ O 


R 

to 


880 

OOU 


48 Q1Q 

*+O.J7 1 57 


24 821 


42 818 

HCO 1 O 


1 00 

1 .UU 


4^ 

00.40 


3648 


c 


LEU 

1— l o 


R 


880 
oou 


47 832 


P4 063 


43 566 

HO.OOO 


1 00 

1 .UU 


33 8fi 

OO.OO 


3649 


o 


LEU 

l_ L W 


R 

to 


880 
oou 


46 878 

tO.O / o 


P4 RRQ 

t*T.U057 


44 045 


1 on 

1 .UU 


^P 44 


36 SO 


CB 


LEU 


R 
to 


880 
oou 


48 4QQ 

t0.t5757 


P4 Q7Q 

tt.57/ 57 


41 ^54 
*+ I .Out 


1 00 

1 .UU 


^7 74 
Of. / t 


3651 


CG 


LFU 


R 

to 


880 
oou 


48 820 

tO.O<!-U 


P6 311 


40 686 

HU.DOO 


1 no 

I .UU 


41 1Q 


3652 


CD1 


LEU 


R 


880 
oou 


48 433 


26 273 


3Q 208 


1 00 

1 .UU 


4P Q8 


3653 

JU OO 


CD2 


LEU 

l—l o 


R 
to 


880 

oou 


48 053 


27 41 0 


41 416 


1 00 

1 .UU 


43 0Q 

H-O.U57 


3654 


N 

• >• 


HIS 

1 1 1 o 


B 

LO 


881 

OO 1 


47 Q60 

*T / .JUU 


P2 745 
cc. i to 


43 65Q 


1 00 

1 .UU 


34 37 

0*T.O / 


3655 


CA 


HIS 

1 1IO 


R 
to 


881 

UU 1 


46 971 


21 944 


44 377 
tt . o / / 


1 00 

1 .UU 


3R 8R 

OO.OO 


3656 


c 


HIS 

1 no 


R 
to 


881 

OO 1 


46 746 

*TU. / tU 


22 467 


45 7Q1 


1 00 

1 .UU 


38 QP 

00.57^ 


3657 


o 


HIS 

1 1 IO 


R 


881 

UU 1 


45 613 


22 620 


46 232 


1 00 


38 03 

OO.OO 


3658 


CB 


HIS 

III \_J 


R 


881 


47 424 


20 486 


44 438 


1 00 


38 32 

\J10 .\J£- 


3659 


CG 


HIS 


B 


881 


47.321 


19 770 


43 129 


1 00 


46 94 


3660 


ND1 


HIS 


B 


881 


48.098 


18.675 


42.814 


1.00 


54.16 


3661 


CD2 


HIS 


B 


881 


46.513 


19.975 


42.062 


1.00 


49.76 


3662 


CE1 


HIS 


B 


881 


47.775 


18.237 


41.611 


1.00 


49.51 


3663 


NE2 


HIS 


B 


881 


46.814 


19.008 


41.132 


1.00 


56.41 


3664 


N 


ASP 


B 


882 


47.839 


22.741 


46.491 


1.00 


36.82 


3665 


CA 


ASP 


B 


882 


47.799 


23.236 


47.861 


1.00 


39.00 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



ATOM I 


ATOM TYPE 


RESIDUE | 


# 1 


X | 


\ t 1 


Z 




R 


ATOM 


3666 I 


C 


ASP | 


B j 


882 | 


47.144 


24.61 o | 


4 /.you 


1 nn 


37 23 1 


3667 T 


O 


ASP | 


B | 


882 I 


46.325 


24.876 


4o.OOo 


1 nn 


38 12 

OU .It- 1 


3668 I 


CB 


ASP j 


B T 


882 1 


49.229 


23.3^4 


4o.v3i7/ ! 


1 00 


48 17 i 


, 3669 T 


CG 


ASP j" 


B 1 


882 | 


50.038 j 


22.075 


AO AQQ i 


1 nn I 


57 26 


3670 | 


OD1 


ASP j 


B j 


882 1 


50.294 


21 .799 


4o.yuu 


1 nn 


57 71 i 


3671 I 


OD2 


ASP | 


B | 


882 1 


50.409 


21.362 


>iq neo 


1 nn 

I .uu 


65 58 


I 3672 I 


N 


[iu I 


B 


883 1 


47.531 


25.492 


>I7 HQR 


1 nn I 


32 08 


3673 I 


CA 


LEU I 


B 1 


883 1 


47.025 I 


26.855 


AC QQQ I 

4o.yoy j 


1 nn I 


29 89 I 


3674 I 


C 


LEU j 


B 1 


883 | 


45.527 


26.833 I 


4b. bo/ 


1 nn 


31 31 


| 3675 I 


O 


lIu f 


B 1 


883 1 


44.729 


27.516 


4/.<lou 


1 nn 

1 .uu 


27 71 I 


3676 I 


CB I 


LEU I 


B 1 


883 I 


a — * fil 

47.757 


27.580 


40.o1^ 


1 nn 


36 27 I 


3677 j 


CG f 


[iu f 


B 


883 1 


47.649 


29.088 j 


AC Cf\A 

4D.DU4 j 


1 nn 

I .uu 


34 71 


3678 I 


CD1 | 


LEU j 


B 


883 1 


46.197 


29.517 


40.00/ 


1 nn 

I .UU j 


37 86 ! 


3679 


CD2 J 


LEU j 


B 


883 1 


48.249 


29.773 


4b. 


1 nn 

I .UU I 


51 86 I 


3680 


N 


VAL I 


B J 


884 


45.154 I 


26.047 j 


yl C COO 

4o.bjy 


1 nn 

I .uu 


26 92 1 


3681 J 


CA I 


VAL 


B 


884 


43.757 


r\ r- f~\ A f\ 

25.940 


4b.<c4o ! 


1 nn 

I .uu 


24 81 


3682 


C 


VAL 


B 


884 


42.896 


25.301 


XC Qyie 

4b.o4D 


1 nn ' 

1 .uu 


26 03 ! 


3683 


O 


VAL 


B 


884 


41.712 


25.600 


4b.4/ 0 


1 nn 

1 .uu 


P2 11 


3684 


, CB 


VAL 


B 


j 884 


43.640 


25.139 


4o.yoo 


1 nn 


?Q 47 ! 


3685 


CGI 


VAL 


B 


884 


42.196 


24.853 


4o.bi4 


1 nn 


^n 72 

uU. / f— 


3686 


1 CG2 


I VAL 


B 


884 


I 44.278 


25.944 


yio one 


1 nn 

I .uu 




3687 


N 


I LYS 


B 


885 


I 43.484 


24.41 8 


47.i4<i 


1 nn 
l .uu 


I OQ85 1 


3688 


CA 


j LYS 


B 


885 


I 42.716 


23.800 


1 AO Ol C 


1 nn 

I I .uu 


I 24 88 


3689 


c 


1 LYS 


B 


885 


I 42.189 


24.905 


4y.i4o 


I 1 nn 

I I .uu 


i ?s si 


3690 


1 ° 


| LYS 


B 


885 


I 41.038 


\ r\ a f> A A 

24.844 


I 4y.bU/ 


] 1 nn 

I .uu 


I ?2 01 


3691 


j CB 


LYS 


B 


885 


I 43.593 


22.819 


AQ OQC 


1 nn 

j I .uu 


I ?Q 10 


3692 


CG 


LYS 


B 


885 


I 42.865 


22.086 


DO.uyb 


1 nn 

I I .UU 


1 ^7 ^1 ! 


3693 


j CD 


LYS 


B 


j 885 


I 43.761 


21.053 


OU./b^ 


! 1 nn 

I .uu 


I 31 31 I 


3694 


1 CE 


LYS 


B 


885 


I 43.049 


20.417 


51 .951 


1 nn 

1 -UU 


OO.C/J 


3695 


j NZ 


j LYS 


B 


885 


j 43.916 


19.437 


co ceo 

o^.bbo 


1 1 nn 

I .uu 


41 49 


3696 


N 


| GLN 


B 


886 


43.015 


j 25.921 


a r\ A AO 

49.403 


1 nn 
1 .uu 




3697 


CA 


GLN 


B 


886 


42.602 


I 27.039 


50.275 


1.00 


26.86 J 


3698 


1 ^ 


1 GLN 


B 


886 


41 .428 


I 27.822 


49.684 


1.00 


29.25 


3699 


O 


1 GLN 


B 


886 


40.528 


28.228 


50.418 


1.00 


j 21.92 


j 3700 


"j CB 


1 GLN 


B 


886 


43.764 


I 28.010 


I 50.531 


1.00 


32.12 


3701 


CG 


GLN 


B 


886 


44.939 


27.408 


51.301 


1.00 


I 37.80 


3702 


T CD 


GLN 


B 


886 


46.118 


| 28.374 


| 51.422 


1.00 


45.69 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 

n i — o i l/ lj i 


# 


X 


Y 

l 


7 


occ 


R 

LJ 


ATOM 


3703 


OE1 


Gl N 


R 


886 

ouu 


46 041 


29 400 


5? 103 

OC. 1 OO 


1 00 


44 67 

HH.O f 


3704 

Of \Si 


NE2 


GLN 


R 


886 


47 212 

T f . C 1 C 


28 051 

tU.UJ 1 


50 743 
oo. / *to 


1 00 


4Q 75 

H57. f O 


Of UO 


N 
i 


1 FU 


R 
D 


887 


41 46*5 


28 045 


48 367 


1 00 

1 .OO 


?4 ?4 

i CH .CH 


3706 


CA 


LFU 


R 
D 


887 


40 402 

"V/C 


28 74Q 

CO. • t C7 


47 648 

*tf .OHO 


1 00 

1 .OO 


1Q 73 
i y. / o 


3707 

O 1 \J 1 


c 


1 FIJ 


R 


8ft7 

OO f 


3Q 127 

Ov. 1 C f 


27 8Q4 

C / .OS7H 


47 64ft 

*+f ,0*rO 


1 00 


17 60 
I / .oo 


370ft 

Of UO 


o 


1 Pi J 


R 


887 


38 017 

OO.O 1 f 


28 410 

CO.H 1 O 


47 775 

*Tf . / / O 


1 00 


?1 Q5 

C I .v70 


370Q 

Of Oo 


CB 


1 FIJ 


R 


887 

OOf 


40 836 


?Q OPft 


4ft P03 

*fo.cUO 


1 OO 


?4 ftO 

CH.OO 


3710 

Of lu 


CG 


LFU 

LLU 


R 

LJ 


887 

OO f 


4? 047 


2Q Q51 

C«7. 570 1 


46 0P7 

•tO.Uc/ 


1 00 

I .OO 


?5 31 

CO.O I 


3711 1 


cni 


LFU 


R 

LJ 


887 

OO f 


42 36Q 

Hc.OOo 


30 108 

OU. 1 OO 


44 543 


1 00 

1 .OO 


P6 ?Q 

CO.C£7 


3712 


CD2 

\J L/C 


1 FU 


R 


887 

OO f 


41 757 

H I . / O / 


31 ?Q0 

O 1 .C£7VJ 


46 641 


1 00 

1 .OO 


PQ 73 

CJ7. / O 


3713 

o/ IO 


N 
i >i 


HR 
niu 


R 


888 
ooo 


QQ OOO 
<J<D . CC7C 


26 580 

CO. OOO 


47 50? 

*Tf .OUC. 


1 00 

1 .OO 


1R ft? 

1 O.OC 


3714 


CA 


HIS 

1 MO 


R 

LJ 


888 

ooo 


38 165 

OO. 1 OO 


25 64Q 

CO. OH 5/ 


47 513 

*T f .O 1 O 


1 00 

1 .OO 


1ft 6Q 


3715 

Of IJ 


c 


HIS 


R 

LJ 


888 
ooo 


37 42? 
Of .hcc 


25 66Q 

CO. 009 


4ft ft45 

*tO.O*to 


1 00 

1 .OO 


?? 1 5 

CC. 1 O 


3716 

O 1 IU 


o 


HIS 


R 

LJ 


888 
ooo 


36 1Q4 

OO. 1 oH 


25 684 

CO.OOt 


4 A ft 74 

*rO . O / *T 


1 00 

1 .OO 


1Q 70 


3717 

Of If 


CB 

ou 


HIS 


R 

LJ 


888 

ooo 


38 654 
oo.ooh 


?4 228 

Ct.CCO 


47 ?47 

*T 1 ,Ct 1 


1 00 

1 .OO 


P0 05 
co.oo 


3718 

Of 1 u 


CG 


HIS 

mo 


R 

LJ 


888 
ooo 


38 877 

OO.O* f 


?3 Q?3 


45 7Q6 

HO. / 90 


1 00 

1 .OO 


?? ft1 

CC .O 1 


371 Q 

o / Is? 


ND1 
i ml/ i 


HIS 

1 1 1 o 


R 

LJ 


888 
ooo 


3Q 5P6 

OS/.OCO 


2? 784 

CC. f OH 


45 370 

HO.O / O 


1 00 

1 .OO 


PR 5Q 

CO.Ov? 


3720 

o f co 


CD2 

\J L/C 


HIS 
iii \j 


R 


888 
ooo 


38 45Q 


24 55Q 

C*T.OO\7 


44 674 

HH.O f H 


1 00 

1 .OO 


?3 ?4 

CO.cH 


3791 

Of C 1 


CF1 


HIS 

n io 


R 

LJ 


888 
ooo 


3Q 4Q5 

Oo.HCJO 


P? 7P6 

CC. f CO 


44 050 

HH.V/OO 


1 00 

I .OO 


?7 50 

Cf .OU 


37?? 

Of cc 


NF2 

1 N L_C 


HIS 

n io 


R 

LJ 


888 
ooo 


38 854 
oo.ooh 


?3 7Q1 

CO. f %7 1 


43 603 

HO. OOO 


1 00 

1 .OO 


PQ 04 

CJ7.0H 


37?3 
Of co 


N 


1 FU 


R 

LJ 


88Q 


38 165 

OO. 1 OO 


25 64? 

CO.OHC 


4Q Q4Q 


1 00 


1Q OR 


37?4 

O f CH 


CA 


1 FU 


R 

LJ 


88Q 


37 536 
o / . ooo 


?5 65? 
co.ooc 


51 P74 


1 00 

1 .OO 


P4 07 

CH.O f 


3725 

O f CO 


c 


LFU 


R 

LJ 


88Q 
oou 


36 812 

OO-O 1 c 


?6 Q77 

CO.\7f f 


51 535 
o i .ooo 


1 00 

1 .OO 


?3 35 


37?fi 

O I CO 


o 

vj 


LFU 


R 

LJ 


88Q 

OOJ7 


35 68Q 


P6 Q81 

cO.oO 1 


5? 0P3 


1 00 

1 .OO 


?1 5P 

C 1 .OC 


\J f C 1 


CB 


LEU 

1—1 — U 


R 

LJ 


88Q 

OOx7 


38 5Q? 

OO.OC7C 


?5 387 

CO.OO f 


5? 37? 

OC.O f c 


1 00 

1 .OO 


?3 61 
cO.O 1 


3728 

O r CO 


CG 


LFU 

l_I^.Lf 


R 

LJ 


88Q 

OOC7 


38 105 

OO. 1 I/O 


25 401 

tJ.tU 1 


53 ft 35 


1 00 

1 .OO 


23 63 
co.oo 


37?Q 

O f C ZJ 




1 FU 


R 

LJ 


88Q 

OOI7 


36 Q45 


24 4^0 


54 OP? 


1 00 

1 .OO 


?5 11 

CO. I 1 


3730 

Of Ou 


CD? 

VjL/C 


1 FU 

L_L_ \J 


R 

LJ 


88Q 


3Q 256 

Os7.COO 


25 027 

CO. L/C f 


54 760 

OH. f OO 


1 00 

1 .OO 


?Q 21 


3731 

O f O 1 


N 


TYR 
i iii 


R 

LJ 


8Q0 

OoO 


37 445 


28 0Q8 

CO. VJC70 


51 1Q3 

O 1 . I oO 


1 00 

1 .OO 


21 Q1 
c i .jy i 


3732 

O f uc 


CA 


TYR 
■ ■ ii 


R 

LJ 


8Q0 


36 828 
ou.oco 


29 408 


51 404 

O 1 .HOH 


1 00 

1 .OO 


?3 7Q 

CO. r C7 


3733 


c 


TYR 


B 


890 

\j %f \j 


35.557 


29.514 


50 569 


1 00 


24.14 


3734 


O 


TYR 


B 


890 


34.534 


30.029 


51 .035 


1.00 


23.58 


3735 


CB 


TYR 


B 


890 


37.813 


30.531 


51 .026 


1.00 


25.81 


3736 


CG 


TYR 


B 


890 


37.301 


31.930 


51 .332 


1.00 


26.23 


3737 


CD1 


TYR 


B 


890 


36.308 


32.528 


50.547 


1.00 


23.51 


3738 


CD2 


TYR 


B 


890 


37.781 


32.636 


52.432 


1.00 


29.47 


3739 


CE1 


TYR 


B 


890 


35.813 


33.793 


50.861 


1.00 


26.90 
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15 



20 



25 



30 



35 



40 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


3740 


CE2 


TYR 


B 


890 


37.284 


33.906 


52.749 


1.00 


29.33 


3741 


CZ 


TYR 


B 


890 


36.303 


34.471 


51 .957 


1.00 


27.90 


3742 


OH 


TYR 


B 


890 


35.814 


35.716 


52.265 


1.00 


28.09 


3743 


N 


CYS 


B 


891 


35.628 


29.017 


49.336 


1.00 


22.38 


3744 


CA 


CYS 


B 


891 


34.491 


29.045 


48.438 


1.00 


22.23 


3745 


c 


CYS 


B 


891 


33.338 


28.199 


48.976 


1.00 


19.96 


3746 


O 


CYS 


B 


891 


32.212 


28.669 


49.064 


1.00 


19.08 


3747 


CB 


CYS 


B 


891 


34.923 


28.550 


47.055 


1.00 


26.16 


3748 


SG 


CYS 


B 


891 


33.587 


28.353 


45.863 


1.00 


25.55 


3749 


N 


LEU 


B 


892 


33.618 


26.958 


49.366 


1.00 


20.12 


3750 


CA 


LEU 


B 


892 


32.574 


26.101 


49.889 


1.00 


19.88 


3751 


c 


LEU 


B 


892 


31.936 


26.685 


51.159 


1.00 


20.91 


3752 


0 


LEU 


B 


892 


30.718 


26.605 


51 .329 


1.00 


20.98 


3753 


CB 


LEU 


B 


892 


33.126 


24.689 


50.166 


1.00 


22.12 


3754 


CG 


LEU 


B 


892 


32.067 


23.682 


50.640 


1.00 


28.56 


3755 


CD1 


LEU 


B 


892 


30.955 


23.585 


49.580 


1.00 


23.62 


3756 


CD2 


LEU 


B 


892 


32.71 9 


22.316 


50.887 


1.00 


24.56 


3757 


N 


ASN 


B 


893 


32.744 


27.262 


52.052 


1.00 


19.36 


3758 


CA 


ASN 


B 


893 


32.199 


27.855 


53.275 


1.00 


21.31 


3759 


c 


ASN 


B 


893 


31 .329 


29.044 


52.897 


1.00 


23.26 


3760 


0 


ASN 


B 


893 


30.288 


29.269 


53.501 


1.00 


22.28 


3761 


CB 


ASN 


B 


893 


33.308 


28.363 


54.200 


1.00 


22.90 


3762 


CG 


ASN 


B 


893 


33.988 


27.262 


54.986 


1.00 


27.81 


3763 


OD1 


ASN 


B 


893 


35.187 


27.349 


55.280 


1.00 


32.06 


3764 


ND2 


ASN 


B 


893 


33.230 


26.245 


55.370 


1.00 


26.08 


3765 


N 


THR 


B 


894 


31.762 


29.818 


51.901 


1.00 


20.27 


3766 


CA 


THR 


B 


894 


30.993 


30.989 


51.511 


1.00 


21.51 


3767 


c 


THR 


B 


894 


29.705 


30.546 


50.822 


1.00 


20.80 


3768 


0 


THR 


B 


894 


28.660 


31.175 


50.977 


1.00 


21.06 


3769 


CB 


THR 


B 


894 


31.818 


31 .925 


50.593 


1.00 


20.63 


3770 


OG1 


THR 


B 


894 


32.987 


32.359 


51.301 


1.00 


25.68 


3771 


CG2 


THR 


B 


894 


31.015 


33.171 


50.218 


1.00 


23.83 


3772 


N 


PHE 


B 


895 


29.779 


29.436 


50.096 


1.00 


19.69 


3773 


CA 


PHE 


B 


895 


28.614 


28.901 


49.381 


1.00 


21.30 


3774 


C 


PHE 


B 


895 


27.538 


28.436 


50.380 


1.00 


23.16 


3775 


O 


PHE 


B 


895 


26.345 


28.723 


50.231 


1.00 


22.53 


3776 


CB 


PHE 


B 


895 


29.059 


27.715 


48.517 


1.00 


20.99 
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TABLE 10 (continued) 





THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 




ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


Z 


OCC 


B 


ATOM 


5 


3777 


CG 


PHE 


B 


895 


27.968 


27.127 


47.686 


1.00 


24.35 




3778 


CD1 


PHE 


B 


H 

895 


27.422 


27.842 


46.613 


1.00 


25.21 




3779 


CD2 


PHE 


B 


895 


27.467 


25.864 


47.979 


1.00 


27.79 


10 


3780 


CE1 


PHE 


B 


895 


26.387 


27.293 


45.838 


1.00 


30.71 




3781 


CE2 


PHE 


B 


895 


26.438 


25.310 


47.215 


1.00 


30.19 




3782 


CZ 


PHE 


B 


895 


25.897 


26.024 


46.146 


1.00 


29.55 


15 


3783 


N 


ILE 


B 


896 


27.972 


27.703 


51 .390 


1.00 


20.73 


3784 


CA 


ILE 


B 


896 


27.066 


27.205 


52.412 


1.00 


26.62 




3785 


C 


ILE 


B 


896 


26.416 


28.363 


53.166 


1.00 


24.12 




3786 


O 


ILE 


B 


896 


25.234 


28.309 


53.499 


1.00 


25.34 


20 


3787 


CB 


ILE 


B 


896 


27.828 


26.276 


53.398 


1.00 


23.97 




3788 


CG1 


ILE 


B 


896 


28.118 


24.948 


52.705 


1.00 


27.05 




3789 


CG2 


ILE 


B 


896 


27.028 


26.063 


54.683 


1.00 


34.01 


25 


3790 


CD1 


ILE 


B 


896 


28.991 


24.019 


53.510 


1.00 


34.75 


3791 


N 


GLN 


B 


897 


27.173 


29.427 


53.403 


1.00 


19.74 




3792 


CA 


GLN 


B 


897 


26.645 


30.573 


54.145 


1.00 


23.53 




3793 


C 


GLN 


B 


897 


26.204 


31 .724 


53.237 


1.00 


25.84 


30 


3794 


O 


GLN 


B 


897 


26.002 


32.848 


53.713 


1.00 


26.80 




3795 


CB 


GLN 


B 


897 


27.722 


31.081 


55.111 


1.00 


26.51 




3796 


CG 


GLN 


B 


897 


28.384 


29.972 


55.924 


1.00 


26.00 


35 


3797 


CD 


GLN 


B 


897 


29.571 


30.449 


56.734 


1.00 


34.46 


3798 


OE1 


GLN 


B 


897 


30.451 


29.655 


57.089 


1.00 


37.93 




3799 


NE2 


GLN 


B 


897 


29.601 


31.741 


57.051 


1.00 


32.90 




3800 


N 


SER 


B 


898 


26.014 


31.448 


51 .950 


1.00 


24.26 


40 


3801 


CA 


SER 


B 


898 


25.669 


32.504 


50.996 


1.00 


25.93 




3802 


C 


SER 


B 


898 


24.543 


33.449 


51 .402 


1.00 


29.21 




3803 


O 


SER 


B 


898 


24.688 


34.669 


51 .280 


1.00 


27.52 


45 


3804 


CB 


SER 


B 


898 


25.364 


31.917 


49.613 


1.00 


23.86 


3805 


OG 


SER 


B 


898 


24.312 


30.991 


49.687 


1.00 


31.50 




3806 


N 


ARG 


B 


899 


23.433 


32.904 


51 .896 


1.00 


24.74 




3807 


CA 


ARG 


B 


899 


22.307 


33.752 


52.292 


1.00 


32.34 




3808 


C 


ARG 


B 


899 


22.650 


34.720 


53.425 


1.00 


29.89 




3809 


O 


ARG 


B 


899 


22.342 


35.910 


53.355 


1.00 


33.92 




3810 


CB 


ARG 


B 


899 


21.103 


32.902 


52.733 


1.00 


31.79 


55 


3811 


CG 


ARG 


B 


899 


20.414 


32.070 


51 .652 


1.00 


45.87 


3812 


CD 


ARG 


B 


899 


19.077 


31.532 


52.204 


1.00 


50.81 




3813 


NE 


ARG 


B 


899 


18.248 


30.819 


51.231 


1.00 


61.64 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


2 


OCC 


B 


ATOM 


3814 


CZ 


ARG 


B 


899 


17.821 


31.324 


50.075 


1.00 


63.01 


3815 


NH1 


ARG 


B 


899 


18.143 


32.564 


49.717 


1.00 


64.60 


3816 


NH2 


ARG 


B 


899 


17.052 


30.589 


49.281 


1.00 


64.49 


3817 


N 


ALA 


B 


900 


23.268 


34.190 


54.474 


1.00 


28.54 


3818 


CA 


ALA 


B 


900 


23.638 


34.994 


55.627 


1.00 


30.83 


3819 


C 


ALA 


B 


900 


24.669 


36.051 


55.269 


1.00 


35.27 


3820 


O 


ALA 


B 


900 


24.622 


37.159 


55.793 


1.00 


34.40 


3821 


CB 


ALA 


B 


900 


24.172 


34.097 


56.739 


1.00 


32.11 


3822 


N 


LEU 


B 


901 


25.580 


35.720 


54.354 


1.00 


30.18 


3823 


CA 


LEU 


B 


901 


26.628 


36.645 


53.939 


1.00 


32.20 


3824 


C 


LEU 


B 


901 


26.201 


37.523 


52.769 


1.00 


31.41 


3825 


O 


LEU 


B 


901 


26.950 


38.401 


52.343 


1.00 


34.81 


3826 


CB 


LEU 


B 


901 


27.873 


35.861 


53.525 


1.00 


32.10 


3827 


CG 


LEU 


B 


901 


28.546 


34.937 


54.535 


1.00 


35.51 


3828 


CD1 


LEU 


B 


901 


29.567 


34.057 


53.797 


1.00 


33.35 


3829 


CD2 


LEU 


B 


901 


29.207 


35.746 


55.635 


1.00 


35.37 


3830 


N 


SER 


B 


902 


25.008 


37.271 


52.236 


1.00 


29.08 


3831 


CA 


SER 


B 


902 


24.509 


38.027 


51.102 


1.00 


29.16 


3832 


C 


SER 


B 


902 


25.438 


37.962 


49.891 


1.00 


31.58 


3833 


O 


SER 


B 


902 


25.668 


38.962 


49.210 


1.00 


30.70 


3834 


CB 


SER 


B 


902 


24.278 


39.488 


51 .505 


1.00 


35.73 


3835 


OG 


SER 


B 


902 


23.300 


39.557 


52.528 


1.00 


36.77 


3836 


N 


VAL 


B 


903 


25.991 


36.779 


49.641 


1.00 


28.81 


3837 


CA 


VAL 


B 


903 


26.857 


36.572 


48.486 


1.00 


28.11 


3838 


C 


VAL 


B 


903 


26.105 


35.665 


47.527 


1.00 


30.18 


3839 


O 


VAL 


B 


903 


25.799 


34.521 


47.851 


1.00 


37.08 


3840 


CB 


VAL 


B 


903 


28.183 


35.891 


48.870 


1.00 


28.45 


3841 


CG1 


VAL 


B 


903 


28.995 


35.583 


47.604 


1.00 


24.13 


3842 


CG2 


VAL 


B 


903 


28.998 


36.809 


49.759 


1.00 


23.64 


3843 


N 


GLU 


B 


904 


25.805 


36.172 


46.343 


1.00 


31.59 


3844 


CA 


GLU 


B 


904 


25.071 


35.398 


45.357 


1.00 


30.24 


3845 


C 


GLU 


B 


904 


25.993 


34.542 


44.497 


1.00 


33.23 


3846 


O 


GLU 


B 


904 


27.037 


35.010 


44.044 


1.00 


26.56 


3847 


CB 


GLU 


B 


904 


24.266 


36.343 


44.458 


1.00 


35.02 


3848 


CG 


GLU 


B 


904 


23.432 


35.672 


43.382 


1.00 


51.21 


3849 


CD 


GLU 


B 


904 


22.339 


34.783 


43.942 


1.00 


58.61 


3850 


OE1 


GLU 


B 


904 


22.664 


33.733 


44.538 


1.00 


68.45 



644 



EP1 375 517 A1 

TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPF 


RFQini IF 


u 


Y 
A 


v 
i 


7 


OPP 


p 


ATOM 


7Rft1 


OF9 




D 
D 


yu** 


91 14Q 


^R 14^ 
oo. i to 


47 7Q4 
HO. / y*f 


1 nn 
I .uu 


71 ftft 
/ I .00 


7RR9 


N 


pup 


D 
D 


Qnft 

C7UO 


9R R1 4 


OO ODO 
OO.tOU 


44 

*rH.OUO 


1 nn 
I .uu 


9ft 77 


7flft7 
oooo 




pup 


D 
D 


onft 

I7U3 


pr 77n 

CO.O / u 


Ot.OOD 


47 44ft 


1 nn 

1 .uu 


9R 7n 

cD.OU 


OOOH 


U 


pup 
rnc 


P 
D 


yuo 


OC ^Ci 


09 f!4R 


49 9Rn 


1 nn 
I .uu 


9ft 1 Q 


7RftR 


o 


pup 
rnc 


p 


onft 
yuo 


94 7R7 


01 ftf»7 
O I .OU / 


49 4R9 


1 nn 
I .uu 


9ft 09 


OOOO 


PR 


pup 

r nt 


p 


onft 


9R 7 AO 


**1 n7Q 
O I .u/ 0 


4A 1A9 


1 nn 
1 .uu 


9ft ftR 
CD. DO 


7flft7 
OOO/ 




pup 
rnc 


R 
D 


Qnft 

yuo 


97 ftftft 
c / .ODD 


^1 1 RR 
O 1 . I OO 


4ft 197 
*tO. 1 tO 


1 nn 

I .uu 


99 77 


7ftftfl 
OODO 


pm 


pup 

rnc 


□ 
D 


Qnft 
yuo 


97 R4ft 


01 70R 
Ol./ OO 


4ft 77R 
*fO.O/ O 


1 nn 
I .uu 


91 71 


7RftQ 


pn9 


pup 

r nc 


P 


Qnft 

yuo 


9Q 199 

cy. i cc 


on 7in 

OU. / OU 


44 7RQ 

/ oy 


1 nn 
1 .uu 


94 ft9 


7Rftn 


PF1 


pup 


p 


Qnft 
yuo 


9R RRR 
^O.DDO 


^1 fl^4 

O I .00*T 


47 9Qfi 
Hi .^yo 


1 nn 
1 .uu 


on 7R 

£-\J . 1 O 


7RR1 


PF9 


pup 
rnc 


P 
D 


onft 


on 17^ 

OU. I / o 


*5H R1 R 
OU.O I 0 


4ft 707 
*fO. / UO 


1 nn 
1 .uu 


97 7ft 
C.0. 1 O 


7Rft9 


P7 


pup 


P 


Qnft 
yuo 


9Q QAfi 

^y.y*fD 


*51 *?7H 


4ft QftR 

HD.yoo 


1 nn 
1 .uu 


9ft Q4 


7RR7 

OODO 


M 

IN 


PRPi 


P 
D 




9*\ RQ*} 


^9 *?R7 
Oc.OD / 


41 H4Q 
h 1 .uty 


1 nn 

I .uu 


9ft 17 


7RR4 


PA 


PRO 

rnU 


P 


Qnft 

yuo 


9^ 17R 
^O. I / O 


09 i9n 


on onn 
oy .ouu 


1 nn 

I .UU 


9fl ftQ 
^o.oy 


7rrr 


p 
U 


PRO 

rnU 


P 
D 


Qnft 

yuo 


OA QAO 


ft49 


on cyv 
oy.o/ / 


1 nn 
I .uu 


9ft R9 


OODO 


o 


PRO 


P 


Qnft 
yuo 


tJ.JOD 


9Q 7Q9 
&y. / <sc. 


40 1Q7 
hu. i yo 


1 nn 

I .UU 


01 77 

C.I .O/ 


7flfi7 
OOD/ 


PR 


PRPi 


a 

D 


Qnft 

yuo 


9R mQ 
to. i uy 


79 799 
Ot. / C.C. 


7R 7ft1 
00 ./J I 


1 nn 
I .uu 


9R OR 


7RRR 
OODO 


PO 


PRO 


P 
D 


yuo 


9ft 7ft9 
^O. / D^ 


7*5 R^ft 
OO.OOO 


7Q ft1 9 

oy.o i c\ 


1 nn 
l .uu 


79 74 


7RRQ 

oooy 


pn 


PRO 

r r\U/ 


P 


Qnft 

yuo 


97 1 /1R 


O.Q n74 
OO.U/*t 


4H 7ft7 
*fU. / OO 


1 nn 

I -UU 


7n 79 

OU.O^ 


7R7n 
oo/u 


M 
IN 


Ol 1 1 
OLU 


P 


QH7 

yu / 


9A n^n 

CJ+ .uou 


^n 


7R ftft7 
OO.OOO 


1 nn 
1 .uu 


9Q R7 

cvo .O / 


7R71 

OO/ I 


PA 


HI 1 1 


P 


Q07 

yu/ 


^O.D i O 


9R QQQ 
^o.yyy 


00 Q19 
OO.O I c. 


1 nn 

I .UU 


7n ftft 
OU.OO 


7R79 
OO / c* 


p 
U 


PJ 1 1 


P 
D 


QH7 

yu/ 


94 70^ 
c.**. f UO 


97 Qft^ 

c. 1 .yoo 


7R nu 

OO. U I I 


1 nn 
1 .uu 


7n 1 ft 

OU. I 0 


7R77 
OO / o 


n 

w 


oi 1 1 

OLU 


P 


QCV7 

yu/ 


94 777 
c.*\ . Ill 


9fi Q9R 
^o.y^o 


7fl fi71 
OO . D / I 


1 nn 

I .uu 


9R 9n 


7R74 

OO / *T 


PR 


OLU 


P 


Q07 

yu/ 


00 fi79. 


9Q nQ7 


77 111 
0 / . I l l 


1 nn 
I .uu 


7Q 44 


7R7R 
OO / o 


PO 
UO 


Ol 1 1 
ULU 


p 
D 


Q07 

yu / 


91 Q9ft 


97 R97 
C.I .o£ll 


7ft 7ft 1 
OD. / O I 


1 nn 
I .uu 


ftn 74 
ou.o*t 


7R7fi 
OO f D 


pn 


ULU 


D 
D 


Q07 
yu / 


91 4nR 


97 Rfi°. 

C. 1 .ODO 


7ft 777 


1 nn 

I .UU 


ftft ftft 
00.00 


7R77 
OO/ / 


ofi 

wC I 




P 


QH7 

yu/ 


9H R^7 
^u.oo/ 


9fl Q09 
^o.yu^ 


74 Q9Q 
ot.y^y 


1 nn 
I .uu 


ft7 R9 
OO.O^ 


7R7R 
OO / O 


OF9 


Ol 1 1 

ULU 


P 


QH7 

yu/ 


91 ^7*^ 
^ 1.3/ O 


9fi RRn 


74 ft9n 
Ot.O^U 


1 nn 
1 .uu 


ftft 7Q 

00. /y 


7R7Q 
oo / y 


M 

IN 


IVIC 1 


P 


QHR 
yuo 


OC C07 
&J.JO / 


9R 994 


77 nnft 

0/ .uuo 


1 nn 

1 .uu 


97 ftn 

c. 1 .OU 


7RRn 
ooou 


PA 

UM 


MPT 
IVIC 1 


P 


QOR 
yuo 


9ft ft74 


97 9fi9 


7R fiftn 


1 nn 

I .uu 


71 7ft 
0 i . / 0 


3881 


c 


MET 


R 


908 


27 625 


27 095 

f m\J \J 


37 732 


1 00 


28 93 


3882 


o 


MET 


B 


908 


28.143 


26.002 


37.931 


1.00 


27.45 


3883 


CB 


MET 


B 


908 


27.259 


27.633 


35.326 


1.00 


36.79 


3884 


CG 


MET 


B 


908 


26.604 


27.048 


34.088 


1.00 


47.60 


3885 


SD 


MET 


B 


908 


27.569 


27.345 


32.563 


1.00 


70.60 


3886 


CE 


MET 


B 


908 


29.148 


26.536 


32.931 


1.00 


48.34 


3887 


N 


MET 


B 


909 


27.933 


28.175 


38.437 


1.00 


26.74 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM ATOM TYPE RESIDUE 



OCC 



B 



ATOM 



3888 



3889 



CA 



MET 



B 



909 28.929 



28.095 



39.483 



1.00 



MET 



B 



909 28.379 



27.233 



40.620 



1.00 



29.95 



27.02 



3890 



MET 



B 



909 29.084 



26.393 



41.186 



1.00 



25.18 



3891 



CB 



MET 



B 



909 29.277 



29.500 



39.966 



1.00 



29.74 



3892 



CG 



MET 



B 



909 30.506 



29.555 



40.836 



1.00 



39.86 



3893 



SD 



MET 



B 



909 31.104 



31 .254 



40.979 



1.00 



43.66 



3894 



CE 



MET 



B 



909 32.567 



30.954 



41 .943 



1.00 



40.49 



3895 



N 



SER 



B 



910 27.109 



27.429 



40.954 



1.00 27.09 



3896 



3897 



CA 



SER 



B 



910 26.511 



26.632 



42.015 



1.00 | 25.16 



SER 



B 



910 26.487 



25.178 



41 .595 



1.00 25.86 



3898 



O 



SER 



B 



910 26.669 



24.286 



42.416 



1.00 23.23 



3899 



CB 



SER 



B 



910 25.091 



27.106 



42.305 



1.00 24.90 



3900 



OG 



SER 



B 



910 25.101 



28.461 



42.699 



1.00 | 26.02 



3901 



3902 



N 



CA 



GLU 



B 



911 26.255 



24.935 



40.308 



1.00 ! 25.46 



GLU 



B 



911 26.215 



23.567 



39.809 



1.00 ) 29.55 



3903 



GLU 



B 



911 



27.564 



22.863 



39.976 



1.00 29.76 



3904 



O 



GLU 



B 



911 27.620 



21.769 



40.536 



1.00 28.96 



3905 



CB 



GLU 



B 



911 25.808 



23.531 



38.330 



1.00 34.77 



3906 



CG 



GLU 



B 



911 25.935 



22.134 



37.708 



1.00 51.59 



3907 



CD 



GLU 



B 



911 



25.725 



22.110 



36.199 



1.00 I 56.41 



3908 



OE1 



GLU 



B 



911 26.448 



22.834 



35.476 



1.00 i 67.40 



3909 



OE2 



GLU 



B 



911 ! 24.845 



21.355 



35.734 



1.00 66.05 



3910 



N 



VAL 



B 



912 28.644 



23.474 



39.494 



1.00 25.36 



3911 1 



CA 



VAL 



B 



912 29.959 



22.850 



39.619 



1.00 29.35 



3912 



VAL 



B 



912 30.381 



22.701 



41.075 



1.00 26.61 



3913 



3914 



CB 



VAL 



B 



912 31.067 



21.740 



41.429 



1.00 29.13 



VAL 



B 



912 31.097 



23.635 



38.865 



1.00 ! 29.04 



3915 



CG1 



VAL 



B 



912 30.780 



23.735 



37.383 



1.00 29.38 



3916 



CG2 



VAL 



B 



912 31.285 



25.015 



39.470 



1.00 27.40 



3917 



N 



ILE 



B 



913 29.972 



23.642 



41.919 



1.00 26.12 



3918 



CA 



ILE 



B 



913 30.325 



23.589 



43.328 



1.00 26.31 



3919 



ILE 



B 



913 29.612 



22.421 



44.012 



1.00 27.59 



3920 



ILE 



B 



913 30.220 



21.644 



44.760 



1.00 24.84 



3921 



CB 



ILE 



B 



913 29.979 



24.931 



44.024 



1.00 28.04 



3922 



CG1 



ILE 



B 



913 30.936 



26.019 



43.514 



1.00 22.84 



3923 



CG2 



ILE 



B 



913 30.048 



24.773 



45.559 



1.00 25.12 



3924 



CD1 



ILE 



B 



913 30.622 



27.421 



43.977 



1.00 19.77 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



A I Ulvl 


Al UM 1 Yrb 


RESIDUE 


# 


v 

A 


v 
Y 


■7 
Z. 


Ooo 


B 


ATOM 


3925 


kl 
IN 


A 1 A 

ALA 


B 


n -i a 
914 


OQ 00*7 

28.32/ 


OO 070 

22.2/2 


A O 70C 

43.725 


4 OO 

1 .00 


OO 7C 

29.75 


oooc 
J92b 


OA 


A 1 A 

ALA 


B 


ft4 A 

914 


2/. 54/ 


O i 1(1/1 

21 .194 


A A OOO 

44.323 


4 OO 

1 .00 


OO 0*7 

26.87 


392/ 


G 


A 1 A 

ALA 


B 


n i A 

914 


2/. 93 1 


1 n ooo 
19. OOO 


A O 77ft 

43.770 


4 OO 

1 .00 


oo OO 

29.99 


OOOO 

3928 


O 


A 1 A 

ALA 


B 


O 4 A 

914 


0"7 O/IA 

27.840 


4 O OO /I 

18.824 


VJ VI A £> A 

44.464 


4 O O 

1.00 


o o o o 

28.80 


3929 


Co 


! A 1 A 

ALA 


B 


914 


OC n Vt "7 

26.047 


ftl 4 ift 

21 .440 


44.098 


4 O O 

1.00 


OO J f 

28.77 


OOOO 

3930 


N 


A 1 A 

ALA 


B 


n 4 c 

915 


0)0 O~70 

28.372 


4 n 7ft » 

1 9.794 


VI O CO-4 

42.521 


4 O O 

1.00 


07 O O 

27.03 


3931 


CA 


A 1 A 

ALA 


B 


Ci4 C 

915 


OO ~7H O 

28.718 


■i o CI /I 

18.514 


A 4 ft!7 

41 .917 


4 OO 

1 .00 


07 M 

27.59 


3932 


G 


A 1 A 

ALA 


B 


nn c 

915 


on nn c 
30.015 


■1 -7 OO it 

17.884 


A O OOO 

42.383 


4 O O 

1 .00 


OO OO 

28.38 


onoo 

3933 


o 


A 1 A 

ALA 


B 


n^ c 

915 . 


On 44 4 

30.111 


4 O /I 

16.664 


Vl O VI 0~7 

42.427 


4 oo 

1 .00 


O VI o o 

34.38 


ono vi 

3934 


CB 


A 1 A 

ALA 


B 


C\4 C 

915 


OO TOO 

28.733 


4 O OOO 

18.633 


vi n oon 

40.389 


4 OO 

1 .00 


O Vl 7P 

24.76 


onoc 
3935 


N 


GLN 


r-> 

B 


f\4 C 

916 


O 4 ftft7 

31 .007 


4 o con 

18.689 


a o 7or 

42.735 


4 OO 

1 .00 


oc nn 

25.09 


393b 


OA 


/"»l Kl 

GLN 


B 


916 


oo 

32.291 


■1 o no 

18.118 


vl O "4 Ovi 

43.124 


4 OO 

1 .00 


no o 4 

26.91 


0007 

393/ 


G 


r»l Kl 

GLN 


D 


n 4 o 

916 


OO ft71 

33.073 


4 O ~7f\C 

1 8.705 


vt /i ono 

44.293 


' 4 nn 

1 .00 


OC OO 

25.33 


onoo 
3938 


o 


GLN 


B 


n -i o 

916 


OO ftftl 

33.931 


•4 o noo 

1 8.022 


vl vl OOO 

44.863 


■< nn 

1 .00 


OO OO 

29.86 


3939 


Ob 


GLN 


B 


ft<e 

916 


OO ooo 

j 33.226 


io i OO 

18.133 


vi 4 nnn 

41 .909 


4 nn 

1 .00 


OO oc 

23.65 


onvi n 

3940 


GG 


A| Kl 

GLN 


B 


ftHC 

916 


OO ~~TC O 

32.752 


4 "J 007 

17.337 


vin onvi 

40.694 


4 OO 

1 .00 


on on 

30.20 


3941 


ou 


r»| Kl 

GLN 


B 


916 


i on iCic 

32.436 


4 r- oon 

1 5.889 


a 4 no VI 

41 .034 


H OO 

1 .00 


on i i 

30.77 


on a o 
3942 


Oc1 


/*> ■ Kl 

GLN 


B 


916 


oo 4 on 

33.180 


4 C ftftC 

1 5.235 


Vl 4 7CC 

41.756 


-4 OO 

1 .00 


OO OO 

36.33 


3943 


Nfc2 


r»| Kl 

GLN 


B 


916 


O ■< OO 4 

31 .331 


4 C OOO 

1 5.383 


A r\ c OO 

40.503 


4 nn 

1 .00 


vl C Ovi 

45.24 


on A A 

3944 


Kl 

N 


■ ci i 

LEU 


B 


ftO 

917 


OO OHO 

32.810 


4 n ftc 4 

19.951 


Vl VI OOC 

44.665 


4 OO 

1 .00 


0~7 A O 

27.46 


on a c 

3945 


OA 


1 CI 1 

LEU 


B 


O -1 ~7 

917 


OO ftftft 

33.629 


on ceo 

20.558 


Vl C 7/1 0 

45.700 


■i OO 

1 .00 


oo oc 

23.85 


on a o 

3946 


c 


i ci i 
LEU 


B 


917 


oo ono 

33.803 


4 n ~7c e 

19.765 


J /-« OOO 

46.998 


4 O O 

1 .00 


OO 4 O 

26.12 


on A ~7 

3947 


o 


1 CI 1 

LEU 


B 


917 


Ovt non 

34.930 


4 n ci h 
1 9.611 


Vl 7 AO A 

47.484 


-i nn 

1 .00 


oo OO 

23.20 


on a o 
3948 


OB 


i ci i 
LEU 


B 


ft<7 

917 


OO 4 A O 

33.148 


O -1 ftQ7 

21.987 


Vl C 070 

45.970 


H O O 

1 .00 


OO Vl o 

32.48 


on>in 
3949 


GG 


1 CI 1 

LhU 


b 


917 


O vl OO /I 

34.234 


OO ooc 

22.88b 


AC CC4 

46.551 


4 OO 

1 .00 


0~7 OO 

27.86 


on cn 

3950 


oDI 


1 CI 1 

LEU 


B 


ft.)7 

917 | 


oc vi no 

35.492 


oo ~7no 

22.792 


Vl C 7ftl 

45.701 


-1 OO 

1 .00 


oo no 

32.98 


3951 


OD2 


1 CI 1 

LEU 


B 


rn7 

917 


OO 7Cft 

33.750 


O A O A O 

24.346 


46.572 


4 O O 

1 .00 


07 OO 

37.82 


often 

3952 


Kl 

N 


PRO 


B 


n o 

918 


OO "7-1-1 

32.711 


4 n O /t "7 

19.24/ 


A —J COC 

47.585 


■i nn 
1 .00 


Ol CI 

21 .61 


3953 


OA 

OA 


rriU 


b 


ft-i o 

91 8 


oo n ■! n 
32.919 


h o vinn 
1 8.490 


vl O OOO 

48.822 


"i nn 
1 .00 


oo vi n 
2b.49 


one a 
3954 


O 


PRO 


B 


918 


OO ooo 
33.838 


i —t ono 
1 / .292 


A O COO 

48.586 


■4 nn 
1 .00 


O vl CO 

24.53 






pon 
rnU 


D 
D 


y i o 


1A 7fiQ 

oh. / oy 


I t.VOf 


AO O.Kvi 


1 nn 


oa na 


3956 


CB 


PRO 


B 


918 


31.498 


18.053 


49.194 


1.00 


25.82 


3957 


CG 


PRO 


B 


918 


30.659 


19.178 


48.629 


1.00 


27.24 


3958 


CD 


PRO 


B 


918 


31.276 


19.281 


47.251 


1.00 


24.22 


3959 


N 


LYS 


B 


919 


33.567 


16.567 


47.509 


1.00 


23.53 


3960 


CA 


LYS 


B 


919 


34.339 


15.381 


47.159 


1.00 


26.07 


3961 


C 


LYS 


B 


919 


35.811 


15.729 


46.938 


1.00 


23.29 
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TABLE 10 (continued) 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM | 


ATOM TYPE | 


RESIDUE | 


\ 


X 


Y 


-7 

Z j 




R 


ATOM 


3962 I 


0 I 


LYS 1 


B 1 


919 


36.712 


14.9oo | 




1 nn 


24 01 I 


3963 J 


CB I 


LYS 1 


B 


919 


33.756 


4 >l 70Q 




1 on 


29 21 


3964 I 


CG I 


LYS 1 


B 1 


919 


34.393 


13.393 


4D.Ot^t 


1 nn 


^5 47 


3965 | 


CD I 


LYS T 


B | 


919 


33.972 


4 O Ail >l 

1 2.944 


44.1 40 ] 


1 nn 


4^ 92 


3966 | 


CE | 


LYS 1 


B j 


#v .a **\ 

919 


32.471 




A1 QQ^ 


1 00 


47 04 1 


3967 | 


NZ | 


LYS T 


B | 


919 


32.081 


12.653 | 


4^.0/0 


1 nn 

I .uu 




3968 I 


N | 




B 1 


920 


36.058 


ID.oO/ | 




1 00 


21 17 i 


3969 


CA I 


ILE 1 


B 1 


920 


37.423 


.4-7040 1 

17.312 


4D.Ut^ 


1 nn 


24 61 I 


3970 I 


c [ 


ILE f 


B [ 


920 


38.167 


17.663 


4/.OtU 


1 nn 


26 60 


3971 


O 


ILE 


B | 


920 


39.315 


1 7.264 | 


>it ana. 


1 nn 


^0 19 I 


3972 | 


CB I 


ILE f 


B I 


920 


37.430 


18.561 


yic noi I 
4o.uyi 


1 nn 

I .uu 


?2 46 


3973 J 


CGI 1 


ilI 


B 


920 


37.000 


18.162 


4J.D(51 


1 nn 

1 .uu 




3974 I 


CG2 I 


ILE 


B 1 


920 


38.824 


19.186 | 


jic r\AO 
4o.U4^ 


1 nn 
I .uu 


Pft 46 


| 3975 


CD1 J 


ILE 1 


B 


920 


36.707 


19.354 


4^./yo 


1 nn 


.<JC. 


3976 


N 1 


LEU J 


B 


921 


37.515 


^ 0 oao 
18.396 ! 


4o.<il4 


1 nn 
I .uu 


9fi ft7 


I 3977 


CA 


LEU 


B 


921 


38.147 


18.790 


49.4/ 0 


i nn 
1 .uu 


O 1 .U*T 


3978 


C 


LEU 


B 


921 


M** A A) A 

38.414 


17.603 


cn 07c 


1 nn 

I .uu 


^n 07 


3979 


o 


LEU 


B 


921 


39.377 


17.604 


51 . 141 


1 nn 
1 .uu 


OJ.U J 


3980 


CB 


LEU 


B 


921 


37.273 


19.809 


50.223 


1 nn 
1 .uu 


9ft 7^ 


| 3981 


CG 


lIu 


|~B 


921 


37.402 


21 .287 


4y.ooo 


1 nn 
I .uu 


^1 61 

0 1 .u 1 


3982 


CD1 


[iu 


B 


921 


36.346 


22.078 




i 1 nn 
I .uu 


^1 ftp 


3983 


CD2 


LEU 


B 


I 921 


38.809 


21.784 


CA OAA 


1 nn 
1 .uu 


Pft 6Q 


3984 


N 


ALA 


B 


( 922 


37.570 


1 6.579 


1 ca oon 


i 1 nn 
I .uu 




3985 


CA 


ALA 


B 


I 922 


37.735 


A J™ AAA 

1 5.389 


C4 h no 
S Ol.lUo 


1 nn 
I .uu 


pft ^ft 


3986 


c 


ALA 




I 922 


38.824 


-4 jinn 

14.481 


1 CA C7H 


1 nn 

I I .UU 


^n 


3987 


o 


ALA 


] B 


I 922 


39.070 


13.418 


1 Ci IOC 


1 nn 

l .UU 




3988 


1 CB 


] ALA 


B 


I 922 


36.433 


■4 A /'•Of 

14.626 


1 CH iQC 


1 nn 
I .uu 


Pft ^P 


I 3989 


1 N 


GLY 


1 B 


I 923 


39.450 


14.896 


1 Af\ A~71 

4y.4/ / 


1 nn 

I I .UU 


Pft 46 


3990 


| CA 


GLY 


B 


I 923 


40.503 


14.101 


1 A Q OO 


1 nn 

I .uu 


^n 11 

OU. 1 1 


I 3991 


I C 


1 GLY 


1 B 


| 923 


39.990 


A r\ a A O 

1 2.843 


4o.iy/ 


1 nn 

I I .uu 


PQ 47 


3992 


O 


GLY 


B 


923 


40.736 


11.881 


48.014 


1 A A A 

1 .00 


33.11 


3993 


1 ^ 


1 MET 


B 


j 924 


38.719 


12.827 


47.825 


1.00 


27.25 


3994 


CA 


MET 


B 


924 


38.156 


11.635 


47.202 


1.00 


28.82 


3995 


1 C 


1 mIt 


B 


924 


38.222 


11.681 


I 45.680 


1.00 


30.78 


3996 


1 ° 


1 mIt 


B 


924 


37.290 


11.270 


44.993 


1.00 


27.46 


| 3997 


1 ci 


1 MET 


B 


924 


36.720 


11.416 


47.688 


I 1.00 


30.45 


! 3998 


i CG 


I MET 


1 B 


I 924 


36.664 


11.091 


49.176 


1.00 


35.29 



648 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 

r\ 1 W IVI 


ATOM TYPP 


RpQini ip 


u 
T? 


y 

A 


Y 

T 


7 

Cm 


OPP 
OOO 


p 

D 


ATOM 
M 1 OIVI 


1QQQ 


qrv 
ou 


MPT 
MC 1 


R 
D 


09 A 
y^4 


17 ft ftft 


Q ft^ft 


AO ftft7 

4y.oo/ 


1 nn 


AI 79 
4o. 1 c. 


4UUU 


pp 


MPT 
MP 1 


R 


Q 94 
y^4 


17 Alfl 
O/ .HOO 


0 477 

y.4/ / 


ft1 17 A 
Ol .0/4 


1 nn 


AI 71 
4/./ I 


Anm 

4UU I 


M 

IN 


V/AI 


R 
D 


09ft 
y^o 


10 *5^ft 


1 9 17*5 
I £. I / O 


Aft 1 Aft 
40. I OO 


1 nn 


9Q 9ft 


4UUt 


PA 
OM 


\/AI 
VML 


p 


Q9ft 

y^o 


OQ ft7H 

oy.o/u 


1 9 9ftn 


AO 7ftQ 
4o. / Do 


1 fin 
l .uu 


9ft ft1 


Anni 
4UUo 


p 
o 


\/AI 
VML 


p 


Q9ft 

y^D 


*f I . I 0*f 


11 Qftft 

1 1 .yoo 


AQ ftft9 


1 nn 

I .UU 


in 91 
oU.ii 1 


4UU4 


o 


\/AI 
VML 


p 
D 


Q9ft 

y^o 


A1 QA*3 
41 .04o 


11 QH9 


AA ftftl 
44.001 


1 nn 

1 .UU 


OO 19 


Annft 

4UUO 


PR 


VML 


P 
D 


Q9ft 


An7 


1 *5 7no 
1 0. /uy 


A1 9nft 


1 nn 

1 .UU 


OO. ftft 


Annft 

4UUD 


PP1 
1 


V/AI 
VML 


P 
D 


Q9ft 

y^o 


Q7 Q9fl 


1A H7H 
I 4.U/VJ 


A1 IftQ 
40.000 


1 nn 
I .uu 


9Q A1 


AC\rY7 
4UU/ 


PP.9 


\/AI 
VML 


p 
D 


09ft 


4U.OUU 


1A 79rt 


A1 Q19 
4J.yi*£ 


1 nn 
1 .uu 


97 Qft 

c.f .yo 


Anna 

4UUO 


M 
IN 


1 YC 
LT o 


p 
D 


Q9ft 

y^o 


A1 ftft7 
4 l .DO / 


1 1 CM ft 

1 1 .y4o 


A9 A17 
4^.4*3/ 


1 nn 
I .uu 


90 9A 


Anno 
4uuy 


PA 
OM 


1 VQ 
LT O 


p 


Q9ft 

y^D 


A*5 m9 


1 1 ftft^ 
1 1 .ODD 


AO 97n 


1 nn 

1 .uu 


11 9A 


Anm 

4U I u 


O 


1 VQ 
LT o 


p 
D 


Q9ft 

y^o 




1 9 77A 
I i 1 4 


ai fton 
4 1 .oyu 


1 nn 
I .uu 


11 ft1 


Ami 
4 U 1 1 


O 


1 VQ 
LT O 


p 


09ft 

y^o 


ftQA 


1 9 on9 
i £.yu^ 


An iftA 

4U.004 


1 nn 

j I .uu 


97 97 


Am 9 
4U 1 t 


PR 


1 VQ 
LT o 


p 


09 A 

y^o 


AQ 9Qft 


1 n iftn 

1 U.ODU 


A1 ft1A 
4 I .O 1 4 


1 nn 
i .uu 


11 Aft 
00.40 


Am i 

4U I O 


PO 
OO 


1 VQ 
LT O 


P 
D 


y^o 


AA 7AA 
44. / 44 


1 n nn 

I U.U I I 


A1 91ft 
4 1 .^OO 


1 nn 
I .uu 


1Q ftQ 


Am A 
4U I 4 


pn 


1 VQ 
LT O 


p 
D 


09ft 

y^o 


AA ftftn 
44.00U 


o.OOD 


An ftm 

4U.OUO 


1 nn 
1 .uu 


Aft A9 
40.4^ 


Am ft 
4U I o 


pp 


1 VQ 
LT O 


p 
D 


Q9ft 

y^o 


A*5 oon 

4o.yyu 


ft 9Qft 


1Q ft1 ft 

oy.o 1 0 


1 nn 
I .uu 


ft9 ftn 


Am ft 
4U I O 


M7 


1 VQ 
LT O 


p 


Q9ft 


AA OQA 
44.U00 


ft 7Q9 


1Q 97H 


1 nn 
I .uu 


ftA ftft 
04.00 


Am 7 
4U I / 


M 
IN 


PRO 

rnu 


P 
D 


Q97 

y^/ 


A A c;9*5 


1 1 ft9ft 


A9 1QA 
4^:.oy4 


1 nn 
1 .uu 


in fto 
ou.oy 


ACM ft 
4U I O 


PA 
OM 


PPO 


p 


Q97 

y^/ 


A^ 11 A 
4D.O l 4 


1 A 71 A 
14./ 14 


A1 ftlft 
4 1 .OOO 


1 nn 
I .uu 


11 ftn 
O I .ou 


Am Q 

4ui y 


O 


PRO 

r no 


p 


097 

y^/ 


Aft RHft 


1 A n7A 
l 4.U/4 


A1 1AQ 
4 l . I 4y 


1 nn 
1 .uu 


1ft 91 


Anon 

4UtU 


O 


PRO 

rnU 


R 
D 


Q97 

y^/ 


A7 nt^ft 

4/ .UOO 


1 Q nftft 
l 0.U0O 


A1 ftlQ 

4 1 .ooy 


1 nn 
I .uu 


19 AA 




PR 


PRO 


R 


Q97 

y^/ 


4c THA 
40, /U4 


1 ft ft11 
I D.O 1 1 


ai n7ft 

40.U / O 


1 nn 
I .uu 


1ft Oft 

oo.yo 


An99 


PP 

Ova 


PRO 


p 


Q97 


AR P11 
40.0 I I 


1 4.4 1 O 


AA 1 11 
44. I O I 


1 nn 
I .uu 


1ft ftA 
OO. 04 


ACSOl 
4Uto 


pn 
ou 


PRO 
i no 


R 
D 


Q97 

y&/ 


AA *%n7 

44. DU/ 


1 1 711 


AI ftftA 
40.004 


1 nn 
I .uu 


11 ftl 


ACSOA 
4Ut4 


M 
IN 


I pi I 


R 
D 


y<io 


Aft ftftft 
40.000 


1 a ftno 
1 4.ouy 


An nnn 


1 nn 
I .uu 


11 ft1 
OO.O I 




PA 
OM 


1 PI 1 
LtU 


p 
D 




Aft no9 


1 a nftft 


io 9ftn 


1 nn 
l .uu 


ift ftn 


4UtO 


O 


1 PI 1 
LPU 


p 
D 




AO 9in 


1A Q17 

1 4.yo/ 


1Q ftAft 


1 nn 
I .uu 


1ft ftA 

00.04 


An 97 
4U^ f 


O 


1 PI 1 
LtU 


p 
D 


Q9ft 

y^o 


AQ 917 

4y.^ 1 / 


1 ft 1 Qft 


1Q 97ft 

oy.^ / o 


1 nn 
I .uu 


A1 7ft 
4 I . / O 


Anon 

4UtO 


PR 
OD 


1 PI 1 

LtU 


P 


Q9ft 

y^o 


A7 71ft 
4/ . / ID 


1 1 oftn 
1 j.you 


17 7ftfi 
O / . / OO 


1 nn 
I .uu 


9Q 79 


4029 




LEU 


R 


928 


46 444 


13 187 


17 47ft 


1 00 


29 00 


4030 


CD1 


LEU 


B 


928 


46.220 


13.130 


35.965 


1.00 


29.19 


4031 


CD2 


LEU 


B 


928 


46.554 


11.788 


38.059 


1.00 


32.16 


4032 


N 


LEU 


B 


929 


50.270 


14.334 


40.101 


1.00 


35.29 


4033 


CA 


LEU 


B 


929 


51.479 


15.070 


40.416 


1.00 


34.92 


4034 


C 


LEU 


B 


929 


52.582 


14.697 


39.446 


1.00 


32.09 


4035 


0 


LEU 


B 


929 


52.660 


13.562 


38.979 


1.00 


31.61 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 






ATOM | 


ATOM TYPE J 


RESIDUE | 


# r 


X 


Y 


"7 t 




B | 


ATOM J 


4036 


ci |~ 


CIu I 


B 1 


929 


51.921 


A A TCO 1 

14.753 | 


A 1 CMP. 

41 .o4o 


1.00 | 


37.92 I 


4037 I 


CG I 


LEU I 


B j 


929 


51.014 


A C O C O ll 

15.258 | 


AO QTA 


1.00 | 


40.28 I 


4038 [ 


CD1 [ 


LEU | 


B 


929 


51.465 


1 4.689 


44.<iyo 


1.00 j 


44.21 


4039 | 


CD2 \ 


LEU T 


B 


929 


51.055 


1 6.782 




1.00 


46.14 


4040 T 


N 1 


PHE j 


B 


930 


53.425 I 


1 5.666 


oy.io4 * 


1.00 [ 


33.50 J 


4041 I 


CA | 


PHE | 


B 


930 


54.534 


A r~ A A^ 

15.426 


QQ OOC 


1.00 | 


37.57 j 


4042 I 


C |~ 


phI I 


B j 


930 


55.723 


14.904 j 


on noi I 


1.00 I 


38.45 J 


I 4043 I 


O 1 


PHE 


B 


930 


56.527 


AAA O O 

14.133 ! 


OQ AQQ 


1.00 | 


37.59 J 


I 4044 I 


CB 1 


phI T 


B | 


930 


54.929 


A A "7A A 

1 6.71 0 ; 


07 CHE 1 

Of. 010 


1.00 I 


36.92 I 


4045 


CG [ 


phI 7 


B 


930 


53.861 


17.252 


OD.0^4 


1.00 


36.88 J 


4046 


CD1 7 


phI [ 


B 


930 


52.880 j 


A O A AO 

18.103 


17 1 OQ I 


1.00 


34.19 


4047 


CD2 I 


PHE 


B 


930 


53.817 


A A OOT ! 

16.887 


OK OQ1 I 


1.00 


41.45 


4048 I 


CE1 I 


PHE I 


B 


930 


51 .869 I 


18.587 


oe ooc 
OO.^OO j 


1.00 


44.09 ] 


4049 


cii [ 


phI I 


B J 


930 


52.810 


17.364 I 


Oil yl >in 

34.44U [ 


1.00 


42.91 


4050 I 


cz I 


PHE j 


B j 


930 


51.838 


18.213 I 


O/l QylO 

o4.y4o 


1.00 


39.56 


4051 


N 


HIS 


B 


931 


55.803 


15.311 I 


4U.tOO 


1.00 I 


36.07 I 


I 4052 


CA 


HIS 


B 


931 


56.903 


14.917 


4 1 .1 4y 


1.00 


41 .47 I 


4053 


c 


HIS 


B 


931 


56.445 


14.260 


AO A AC 

4^! .440 


1.00 


41.27 J 


4054 


0 


HIS 


B 


931 


55.401 j 14.697 


jI A ATA 

42.972 


1.00 


45.00 


I 4055 


CB 


i HIS 


B 


931 


j 57.750 


| 16.151 


41 .44o 


1.00 


40.17 I 


I 4056 


CG 


HIS 


B 


I 931 


58.212 


16.864 


y» O A-4 C 

40.^:10 


1.00 


48.97 I 


4057 


ND1 


HIS 


B 


I 931 


58.951 


16.244 


< OA AAA 

oy.<iou 


1.00 


44.03 I 


4058 


CD2 


HIS 


B 


931 


58.025 


18.140 


On 70Q 


1.00 


47.89 


4059 


CE1 


HIS 


B 


931 


59.199 


17.106 


oq ocn 


1.00 


49.04 I 


4060 


I NEE2 


] HIS 


B 


931 


58.650 


18.264 


OQ CQ1 

oo.Ool 


1.00 


I 50.90 


4061 




HIS 


B 


931 












4062 




I STB 


B 


I 2 


36.722 


34.750 


OA OOH 


1.00 


23.01 


4063 


C2 


STR 


B 


I 2 


37.383 


34.885 


rto a a a 

38.411 


1.00 


30.18 


I 4064 


j C3 


1 STR 


B 


I 2 


38.878 


35.052 


OQ CQH 

oo.Ool 


1.00 


29.08 J 


| 4065 


I 03 


STR 


B 


I 2 


39.501 


I 35.761 


Q7 77Q 

o/ ./ /o 


1.00 


35.44 I 


4066 


O A 

C4 


QTP 


! R 


! 2 


39.577 


34.319 


j 39.647 


1.00 


26.40 J 


4067 


C5 


STR 


B 


2 


38.911 


I 33.608 


40.559 


1.00 


25.48 


4068 


1 C6 


1 STR 


B 


1 ~ 


39.700 


32.787 


41.592 


1.00 


| 26.28 


4069 


1 ™ 


1 STR 


B 


1 


39.171 


32.980 


43.035 


1.00 


22.37 


4070 


] C8 


1 STR 


B 


1 2 " _ 


37.627 


I 32.810 


j 43.155 


1.00 


23.98 


4071 


C9 


STR 


B 


2 


36.932 


| 33.817 


j 42.168 


1.00 


20.64 


4072 


| C10 


STR 


B 


I 2 


37.329 


33.590 


40.661 


1.00 


| 20.19 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 

r\ 1 WlVI 


ATOM TYPF 


rfqihi ip 


u 
ft 


v 
A 


v 
i 


7 


AAA 

uuu 


p 


ATOM 


*+U/ O 


U 1 1 


QTR 


R 
D 


O 


QC QQA 


*V\ fl11 

Oo.O I 1 


49 *5«;ft 


1 nn 

1 .uu 


Q1 9C7 
cA .Of 


4.074. 

*+U I H 




QTR 


R 
D 


o 

c. 


14 Q70 
o*t.y/ u 


°.4 0fi4 


4*5 ft19 


1 nn 

1 .uu 


OO RA 


407ft 
*rU / O 


P1 9 

U I O 


QTR 
O 1 PI 


R 

D 


o 
c. 


9^ fiOl 
OO.OU I 


O.Q 091 


44 7C7 


1 An 
1 .uu 


OO Q7 


407fi 


P14 
u i *# 


QTR 


R 


o 
c. 


Of . ID** 


OO. lOf 


A A R7fi 


1 nn 

1 .UU 


OA Q.A 


4077 
*rU 1 I 


pi ft 

U 1 o 


QTR 


□ 
D 


Q 


IT ~7RR 
Of .f OO 


QO ocn 


/lc. 7t^(^ 
4D. / OO 


1 nn 
1 .UU 


0~7 1 Q 

£f . i y 


407ft 
HU f O 


pi ft 

U 1 o 


QTR 


p 
D 


o 


OO./Of 


QO C7^ 


AG QQfl 


1 nn 
1 .UU 


Ofi CZA 


407Q 


P17 
U I / 


QTR 
o I n 


P 
D 


o 


qc con 


OO.O04 


40.^00 


1 nn 

1 .UU 


OA CO 


40ro 

HUOU 


P1 ft 
U I O 


QTR 


p 
D 


Q 

c. 


OC ACQ 


Q1 CCQ 




1 nn 
1 .UU 


HQ HQ 
1 O.l O 


40R1 
*fUO 1 


P10 
U 1 52 


QTR 


p 


Q 




QQ QAQ 


4ri HQ 
4U. 11 O 


1 nn 
l .UU 


oa nn 


40 ft 9 


P90 


QTR 


p 


o 


QA 17fi 

OH. I / O 


QQ AQft 

oo. uyo 


4R QflC 

^fo.yoo 


1 nn 
1 .uu 


9ft 91 


40R9 


090 


QTR 


R 
D 


o 


OA A9ft 


QQ 147 


47 791 


1 nn 
I .uu 


9n 49 
ou.**o 


40 ft 4 


P91 

Ut 1 


QTR 


P 
D 




oo.uou 


Q/l AQQ 


4ft 7ft 1 
*K>. / O I 


1 nn 
1 .uu 


OC CO 


40flft 


u 


nun 




1 nnn 

I UUU 


qo Cftc 


1 7 4A4 


ft7 9ft1 

Of .C.O I 


1 nn 
1 .uu 


OO 1 Q 


40fifi 


u 


MOM 
nun 




1001 
I UU I 


97 QQ1 


7 04^. 


7Q 4ft4 

f y.^o*f 


1 nn 
I .uu 


9ft 79 
cX>. f c. 


40 R7 




nun 




1 009 


1 ft 74 1 
I O. ft I 


1 ft Oftft 


79 ftftQ 


1 nn 
I .uu 


9Q ftft 

^y.oo 


40RR 


u 


nun 




1 009 


^ft ft9Q 


1 ft14 


en A4Q 


1 no 
I .uu 


QQ Rfl 


40 RQ 

"+UOJJ 


U 


nun 




1 004 


9Q ^ 


7 474 


co 1 4c 
DO. I *fO 


1 nn 
I .uu 


qi 1 n 


40 Q0 
nuyu 


n 
u 


MOW 
nun 




1 nnft 
I uuo 


/c eqq 


97 H74 
c.f .\Jf *\ 


97 1 *31 


1 nn 
I .uu 


91 ftc. 
Ol .OO 


40Q1 


n 

u 


UAU 

nun 




1 nnft 


•^7 ftft9 


1 O QQ9 

i y.yy^ 


99 1 97 
c.c. A of 


1 nn 
I .uu 


9Q 94 


40Q9 


n 

V-/ 


MOM 
nun 




1 OOT 

I uu/ 


on fi^c; 


1C OCQ 

i o.ooy 


40 ncc 
*fO.UOO 


1 nn 
I .uu 


QQ QQ 


40Q9 


u 


nun 




1 noft 
I uuo 




QC C4Q 

oo.o*to 


41 ROfl 

*f j .oyo 


1 nn 

1 .uu 


OR 1 R 


40Q4 


V-/ 


nun 




1 ooq 
i uuy 


44 9Qft 


9ft *^0ft 


oc ncc 

^o.uoo 


1 00 
I .uu 


94 ft7 


40Qft 


u 


nun 




1010 
I U I u 


1 7 Q1 7 

I / . C7 I / 


ft 774 
0. / / ** 


ftQ 1 ftft 

oy. 1 00 


1 nn 
1 .uu 


99 ft9 


40Qfi 


u 


HON 
nun 




101 1 
lull 


°/7 ftftO 


9Q ftlft 

^y.o i o 


99 Q79 


1 00 
I .uu 


97 1 7 


40 Q7 


n 

u 


nun 




1019 


*57 fiftft 


9*5 ftftfi 


40 ftftft 
HU.OOO 


1 nn 
I .uu 


97 ft7 

c.f .Of 


40Qft 


u 


nun 




1019 
I U I o 


OQ 41 Q 


^ft ftQft 

oo.oyo 


99 4ftft 
OO. *tOO 


1 nn 
1 .uu 


9ft an 
co.yu 


40QQ 


n 

U 


MOM 
nun 




1014 


*50 497 


Q OQO 

y.uyu 


ft1 9Qft 

d i .oyo 


1 00 
I .uu 


9Q 1 ^ 

I O 


4100 

*T I UU 


u 


UAU 

nun 




1 01 ft 

I U I o 


f^ft 71 0 
OO. / I u 


1 7 04ft 
1 / .U*tO 


OQ CQ7 

^o.oy f 


1 00 
I .uu 


97 n9 

£.f .\JO 


4101 


n 

u 


UAU 

nun 




1 01 ft 

IU ID 


OO CCQ 


91 Q4Q 


41 7ftQ 


1 00 
I .uu 


9ft fi4 


41 OP 


n 
u 


UAU 

nun 




1017 
IU 1 r 


^9 ftOft 


1 <l 9Q0 


ft4 11 ft 
o*f . 1 1 0 


1 00 
I .uu 


9ft 1 4 


4103 


0 


HOH 




1018 


10 078 


12 182 


57 163 


1 00 i 


32 35 


4104 


O 


HOH 




1019 


42.113 


19.486 


38.248 


1.00 


34.91 


4105 


0 


HOH 




1020 


41.094 


18.002 


36.209 


1.00 


26.81 


4106 


o 


HOH 




1021 


30.979 


15.363 


63.422 


1.00 


28.79 


4107 


0 


HOH 




1022 


36.936 


29.095 


20.508 


1.00 


35.94 


4108 


o 


HOH 




1023 


40.497 


23.491 


40.659 


1.00 


23.11 


4109 


0 


HOH 




1024 


33.929 


24.678 


57.710 


1.00 


38.13 
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TABLE 10 (continued) 
THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM I 


ATOM TYPE | 


RESIDUE | 


# 1 


X | 


Y | 


Z 




R 


ATOM 


4110 I 


0 I 


HOH 1 




1025 


40.676 | 


33.721 | 


35.3^7 


1 nn 
I .uu 


27 89 


4111 T 


0 I 


HOH 1 




1026 r 


40.680 | 


28.650 I 


CO AO/1 


1 nn I 

I .UU I 


33 04 


4112 I 


0 I 


HQH 1 




1027 I 


36.369 I 


13.680 j 


of. oof \ 


1 nn 

I .uu 


39 82 

uu. UC« 


4113 I 


0 I 


HOH | 




1028 I 


34.722 I 


-5.251 | 


80.39*1 


1 nn 
I .uu 


32 81 


4114 I 


0 J" 


HOH j 




1029 


39.676 -3.503 I 


ob.ooU 


1 nn 

I -UU 


36 01 


4115 


O j 


HOH j 




1030 I 


27.842 j 


22.939 j 


85. //o 


1 nn " 

l .UU 


44 76 


4116 I 


0 | 


HOH | 




1031 I 


62.824 | 


21.691 j 


26.549 | 


1 nn I 


33 63 


| 4117 | 


o | 


HOH j 




1032 


16.427 | 


-9.397 j 


Dy.uio 


1 nn 
l .uu 


S4 60 


4118 I 


0 I 


HOH 1 


1 1033 I 


36.222 I 


14.728 I 


OO iOC 


1 nn I 

l .UU I 


o1 82 


4119 I 


o [ 


HOH 1 




1034 T 


43.55u| 


21 .247 j 


45.IUO I 


1 nn 

I .UU \ 




I 4120 I 


0 I 


HOH 1 




1035 I 


41.341 I 


28.480 j 


/"»n oca I 

29.854 ( 


"i nn I 


o.q on 

Ot?-C7U 1 


4121 I 


0 I 


HQH 1 




1036 


51.585 | 


48.214 I 


48.3bo 


1 nn 
\ .uu 


3n 4Q 

OU. *t\7 


4122 j 


0 I 


HOH | 




1037 I 


22.687 | 


4.551 | 


"70 OQ7 ' 


1 nn 

1 .UU J 


36 18 


4123 


o I 


HOH f 




1038 | 


59.098 I 


29.600 f 


26.109 


■i nn 
1 .UU j 


ic 07 


4124 


o I 


HOH j 




1039 j 


55.684 I 


35.659 


OC 07/1 

26.274 


1 nn 
I .uu 


42 35 1 


4125 J 


0 


HOH 




1040 


31 .061 | 


18.050 I 


82.280 i 


i nn 
1 .UU 


21 QQ i 


4126 


0 


HOH 




1041 


43.993 | 


34.999 


O A C7H 

31 .570 


1 nn 
1 .UU 


4.2 4n 


4127 


0 


HOH 




1042 


12.626 


17.393 


61 .U2b 


i nn 
1 .uu 


33 69 


4128 ' 


0 ' 


HOH 




1043 


42.167 


23.707 


63.170 


1 nn 
l .uu 


0 1 .00 


4129 


o 


HOH 




j 1044 


30.801 


12.191 


46.877 


■i nn 
I .UU 


44 fi4 


4130 


o 


HOH 




1045 


48.081 


49.753 


47.195 


•i nn 

I 1 .UU 


35. 43 


4131 


o 


HOH 




1046 


30.363 


26.610 


err* ono 

|i 56.223 


1 1 nn 
1 1 .uu 


*32 27 


4132 


o 


HOH 




1047 


37.038 


I 10.030 


I A O ~7f~\C 

42.705 


1 nn 

I 1 .uu 


13 o1 

I OO.J 1 


4133 


] o 


j HOH 




1048 


23.093 


13.225 


D A O A C 

81.215 


1 nn 

1 .uu 


42 Qfi 


4134 


I 0 


j HOH 




1049 


I 33.482 


20.462 


1 OO OAC 

20.29o 


1 1 nn 

1 .uu 


3fi 4S 


4135 


I 0 


1 HOH 




1050 


14.055 


13.721 


TO O AC 

72.30b 


1 nn 
l 1 .uu 


4^ 3n 


4136 


I 0 


HOH 




1051 


28.811 


43.105 


CO OCT 

52.857 


-1 nn 
1 .uu 


DO.OO 


4137 


0 


HOH 




1052 


47.646 


34.627 


i 52.909 


1 nn 
I .uu 


T 3fi on 


4138 


1 o 


HOH 




1053 


49.719 


10.586 


22.669 


I a on 
j \ .UU 


44 77 


4139 


1 ° 


HOH 




1054 


43.185 


10.462 


1 OH7 

bu.^u/ 


1 nn 

I 1 .uu 


! 48 26 


4140 


o 


HOH 




1055 


27.182 


6.289 


49.610 


1 nn 
l .uu 


1 =.2 31 


4141 


1 0 


HOH 




1056 


70.880 


15.984 


| 30.217 


1.00 


46.28 


4142 


0 


HOH 




1057 


35.128 


4.502 


35.039 


1.00 


51.40 


4143 


1 ° 


HOH 




1058 


14.812 


16.700 


I 59.385 


1.00 


33.36 


4144 


1 ° 


HOH 




1059 


46.460 


34.689 


40.532 


1.00 


34.71 


I 4145 


1 ° 


HOH 




1060 


49.051 


47.265 


44.651 


1.00 


28.92 


I 4146 


1 0 


HOH 




1061 


45.167 


51.194 


41.329 


1.00 


46.31 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATA ft, A 


ATOM TYPE 


RESIDUE 


# 


X 


Y 


-7 


A A A 

occ 


B 


ATOM 


A -i A ~7 

4147 


a 
V 


HOH 




1062 


on C A A 

29.592 


4 A 4 "7 

-4.047 


rA A 4 O 

56.348 


4 AA 

1 .00 


*Vt A A 

37.89 


A 4 AO 

4i4o 


a 

o 


HOH 




1063 


32.458 


A A 7C7 

36.767 


C 4 ACA 

54.252 


4 A A 

1.00 


AO A~7 

63.27 


A A A C\ 

4149 


A 

o 


HOH 




A AO 4 

1064 


A A A A A 

30.664 


OA AAA 

20.362 


A "7 AAA 

27.986 


4 A A 

1 .00 


CO ^o 

53.78 


A 4 CA 

4150 


O 


HOH 




4 AAC 

1065 


A^ inn 

37.433 


4 A AAA 

-13.669 


A A *^ AA 

66.706 


4 A A 

1.00 


AC A^ 

65.87 


A A C A 

4151 


o 


1 JAM 1 

HOH 




4 AAA 

1066 


A A AA 4 

36.201 


AA A A 4 

30.984 


/"V jl AAA 

24.993 


1.00 


o o o 

38.56 


a 4 ca 

4152 


O 


HOH 




1067 


A o 4 

46.351 


4 A 4 C 4 

13.151 


75.804 


W 4"\ 

1.00 


55.39 


A 4 CO 

4153 


A 

O 


HOH 




4 AAA 

1068 


A A ji r n 

33.456 


4 A AAA 

12.303 


40.428 


■J A A 

1.00 


c o o ^ 

58.95 


A 4 C A 

4154 


o 


HOH 




*i ooo 

1069 


/"in oo -4 

28.321 


/"> OO^ 

22.637 


OT A OO 

27.122 


4 A A 

1.00 


jf o o 

47.82 


A A tr c 

4155 


A 

O 


UAU 

HOH 




4 A^A 

1070 


j CCA 

40.552 


4 A 4 4 A 

14.140 


CC ACA 

55.956 


4 A A 

1.00 


C A A A 

53.39 


A 4 C A 

4156 


o 


HOH 




4 0^4 

1071 


a OO o> 

26.098 


12.641 


oo oo^ 

88.207 


4 OO 

1.00 


A +\ A A 

61 .83 


A 4 C^ 

4157 


o 


HOH 




4 O^O 

1072 


ji rt ro o 

48.503 


J — 7 j| AO 

17.493 


34.436 


4 A A 

1 .00 


ji o o o 

48.80 


A 4 CO 

4158 


A 

o 


HOH 




4 ATA 

1073 


A A 4 7 7 

42.177 


4 O A "7 "J 

48.877 


A A AAA 

43.220 


4 A A 

1 .00 


O - 7 OO 

27.83 


a 4 eta 

4159 


A 

o 


UAU 

HOH 




4 AT A 

1074 


AO AAA 

38.062 


4 "7 A A 4 

47.031 


4 A A 4 4 

49.044 


4 A A 

1 .00 


4 4 O 4 

44.21 


a 4 a a 

4160 


o 


HOH 




4 A^C 

1075 


4 4 ACA 

14.659 


AA ACA 

30.053 


4 —7 AAA 

47.390 


4 A A 

1 .00 


CA AO 

50.38 


A A A A 

4161 


o 


HOH 




4 A^A 

1076 


A A A 4 A 

23.348 


AA C A A 

29.500 


4 C AAA 

45.003 


4 A A 

1 .00 


O 4 A A 

31.93 


A 4 A A 

4162 


O 


HOH 




4 A J J 

1077 


4 "T A AC 

1 7.005 


AA "Jrt^ 

32.707 


C 4 A 4 A 

54.248 


4 A A 

1 .00 


C 4 A^ 

54.07 


A 4 AO 

4163 


o 


UAU 

HOH 




1078 


A O OfT *T 

1 3.257 


4 A n A 

10.576 


At A A J 

47.601 


4 OO 

1 .00 


41 .84 


A 4 A A 

4164 


A 

o 


HOH 




4 ATA 

1079 


A A A 4 A 

30.618 


c cto 

-5.578 


CO O 4 4 

58.841 


4 A A 

1 .00 


4 4 C 4 

41 .51 


A A £JC 

4165 


o 


UAU 

HOH 




4 AAA 

1080 


A A A 4 A 

36.612 


C 4 OO 

5.182 


OO A ~ 7 A 

88.679 


4 A A 

1 .00 


A A AC 

30.35 


a 4 a a 

4166 


o 


HOH 




1081 


35.761 


O 4 OO ji 

31 .204 


55.444 


4 OO 

1.00 


A O O^ 

49.87 


A 4 A^ 

4167 


A 

o 


UAU 

HOH 




4 AAA 

1082 


A A A A 4 

32.381 


4 A A 4 A 

16.046 


A A A A C 

22.635 


4 A A 

1 .00 


A^ 4 4 

37.44 


a 4 ro 

4168 


/■"V 

o 


1 1 Al 1 

HOH 




A AAA 

1083 


4 A AAA 

43.620 


A A 4 A 4 

28.101 


OA 4 A4 

82.401 


4 A A 

1 .00 


54.55 


A 4 c r\ 

4169 


A 

o 


i | Al i 

HOH 




4 AA A 

1084 


A ACQ 

8.058 


O O AO 

8.892 


"7 /-\ A 4 A 

73.013 


4 A A 

1 .00 


CC 4 C 

55.15 


A 4 ~7A 

4170 


A 

o 


UAU 

HOH 




4 AOC 

1085 


AC 4 A 4 

35.421 


T 4 4 O 

-7.443 


OO AAA 

88.230 


4 A A 

1 .00 


4 A A A 

49.25 


A 4 "74 

4171 


A 


HOH 




4 AAA 

1086 


A~7 A 4 A 

27.342 


T A™7 A 

7.972 


JP A 4 4 

45.641 


4 A A 

1 .00 


CA 4 ~7 

50.17 


A 4 TO 

4172 


A 

o 


1 IAI 1 

HOH 




4 

1087 


AA 4 AO 

30.122 


A A CO 4 

26.584 j 


A 4 ^ AA 

24.720 


4 A A 

1 .00 


O 4 ~ 7 A 

34.71 


A 4 TO 

4173 


A 

o 


HOH 




4 AAA 

1088 


OA 4 4 A 

26.449 


A 4 OA A 

11 .806 


4 O AO~7 

48.387 


A A A 

1 .00 


C 4 ~7C 

51 .75 


A 4 ~T A 

41 74 


A 


UAU 

HOH 




4 AAA 

1089 


4 A AAA 

16.902 


A 4 COO 

21 .688 


CC O 4 A 

55.310 


4 A A 

1 .00 


AC AA 

35.02 


A 4 ~7C 

4 1 75 


a 


1 IAI I 

MOM 




4 AAA 

1090 


A A A AO 

39.032 


4 O "7~7 A 

1 o.772 


OA OCA 

82.856 


4 A A 

1 .00 


AO 4 4 

38.44 


A 4 7C 

41 7b 


A 

o 


1 IAI 1 

HOH 




4 AA4 

1091 


OO QOA 

33.889 


-4.827 


A A AAA 

60.832 


A A A 

1 .00 


4 A A A 

48.06 


41 77 


r\ 
w 


UAU 

nun 






o<i.y / d 




0 1 .0 1 f 


l .uu 


Dl .04 


4178 


0 


HOH 




1093 


27.906 


51.315 


40.663 


1.00 


46.27 


4179 


0 


HOH 




1094 


42.167 


18.770 


42.670 


1.00 


58.14 


4180 


0 


HOH 




1095 


23.080 


39.080 


43.811 


1.00 


64.06 


4181 


0 


HOH 




1096 


34.247 


25.343 


19.682 


1.00 


42.03 


4182 


o 


HOH 




1097 


40.472 


41.737 


55.433 


1.00 


44.89 


4183 


0 


HOH 




1098 


56.942 


34.297 


20.120 


1.00 


58.67 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 
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TABLE 10 (continued) 



IN COMPLEX WITH PG 



ATOM | i 


atomtypeT 


RESIDUE | 


# | 


X | 


Y 


z 




R I 


ATOM 

§ \ ■ III i 


4184 I 


0 | 


HOH 1 




1099 | 


66.188 


19.205 


4U.U4I 


1 00 I 


58.84 I 


4185 [ 


0 I 


HOH 1 




1100 I 


36.630 


11.860 


62.910 


1 nn 


37 72 I 


4186 | 


o r 


HOH | 




1101 I 


26.825 


1 8.353 




1 00 I 


40 45 ! 


| 4187 | 


° I 


HOH | 




1102 I 


22.250 


32.330 | 


37.131 


1 nn 

I .uu 


53 43 
42 31 I 


| 4188 | 


0 \ 


HOH 1 




1103 | 


57.886 


40.754 


42.61 o 


1 nn ! 




I 4189 [ 


0 I 


HOH | 




1104 | 


46.731 


16.884 | 


21.UIO | 


1 nn 
i .uu 


59 18 


I 4190 I 


° I 


HOH 1 




1105 | 


25.096 


1 0.702 


"7/1 OCR 

74. ODD [ 


1 no 


49 26 


| 4191 I 


o I 


HOH 1 




1106 


41.831 I 


26.244 | 


co co/i I 


1 nn 
1 .uu 1 


50 01 i 


4192 | 


0 | 


HOH [ 




1107 I 


24.979 I 


14.834 


86.4DD 


1 nn I 


58 25 
5^ 84 1 


4193 I 


o I 


HOH 1 




1108 


42.044 I 


-18.293 j 


88.405 \ 


1 nn 
1 .uu 1 




4194 I 


0 I 


HOH 1 




1109| 


60.868 I 


31.903 I 


on ovin 
29.o4U | 


1 nn 

1 .uu 


56 15 

uv • ■ I 


4195 I 


o | 


HOH j 




1110 I 47.828 I 


8.529 


-70 r\r\c 

78.UU0 


1 nn 

1 .uu 


57 38 


4196 


o I 


HOH 1 




1111 | 


30.517 I 


10.898 j 


OCT 007 


1 nn 

I .uu 


43 12 I 


4197 


o f 


HOH [ 




1112 I 


26.673 I 


45.793 


yi O COO 1 

49. o^ l 


1 nn 

I .uu 


42 53 


4198 J 


o I 


HOH j 




1113 I 


40.395 I 


7.287 


or CCO 1 

85. oO^ 


1 nn 

1 .uu 1 


34 61 i 


I 4199 I 


o I 


HOH | 




1114 J 


36.002 I 


50.942 


>j O i "7C ! 

48. 1 / 0 


1 nn I 

1 .uu 


55 29 i 


4200 


0 


HOH 1 




1115~| 


15.517 


1.041 


TO "T0 1 

72.791 1 


1 nn 

I .uu 


32 07 1 


I 4201 ' 


0 


HOH 




11 ID 


OA AC.fl 


15.134 


26.431 


1 nn 
1 .uu 


49 39 


| 4202 


o 


HOH 




1117 


31 .562 


I 34.334 


28.8o9 


1 nn 

I .uu 


36 46 1 


4203 


0 


HOH 




1118 


35.859 


I -12.062 


72.482 


1 nn 
I .uu 


54 03 


4204 


o 


HOH 




1119 


57.184 


43.582 


OQ OOO 

00. y« 


» 1 nn 

| 1 .uu 


I 42 30 1 


I 4205 


I o 


HOH 


1120 


20.561 


1 -8.563 


70.577 


1 nn 

I I .uu 


F en 48 

1 Uv. iU J 


4206 


I ° 


1 HOH 




1121 


39.714 


j -9.373 


72.709 


1 nn 

I .uu 


1 42 35 


4207 


I ° 


] HOH 




1122 


29.084 


21.194 


-7-7 C/1 O 

77.o4»3 


S 1 nn 

I 1 .uu 


1 55 53 1 


4208 


I ° 


j HOH 




1123 


26.622 


1 15\926 


35.03d 


1 nn 

I .uu 


1 49 36 


4209 


I 0 


j HOH 




1124 


21.471 


j 9.364 


■7-4 /I O /I 

71 .434 


1 nn 

l l .UU 


1 41 52 


I 4210 


0 


HOH 




1125 


30.481 


I 19.290 


62.284 


I 1 nn 

I .uu 


1 32 09 


4211 


1 ° 


j HOH 




1126 


35.637 


[ 11.560 


£?~7 OOO 

67. £00 


1 nn 

1 1 .uu 


1 46 34 1 


4212 


1 ° 


1 HOH 




1127 


11.013 


0.808 


00 ccc 
62. ODD 


1 1 nn 

I ,uu 


1 41 40 


4213 


0 


HOH 




1128 


33.112 


34.801 


CO CC/1 

5*1. 004 


I 1 nn 

) 1 .uu 


1 42 33 1 


4214 


0 


1 HOH 




1129 


17.395 


j 15.298 


75.306 


1.00 


38.43 j 


r~4215 


0 


HOH 




1130 


12.781 


11.039 


72.132 


1.00 


36.36 


4216 


1 o 


1 HOH 




1131 


29.971 


28.037 


26.998 


1.00 


37.72 


4217 


1 ° 


1 HOH 




1132 


1 8.569 


-10.048 


69.689 


1.00 


49.58 


4218 


I ° 


\ HOH 




1133 


41 .228 


21 .065 


46.519 


1.00 


37.30 


4219 


"1 0 


"I HOH 




1134 


37.135 


24.743 


63.591 


1.00 


49.04 


4220 


1 ° 


j HOH 




1135 


27.047 


1.783 


63.648 


1.00 


31.46 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


AIUM TYPE 


RESIDUE 


# 


A 


Y 


-7 

L 


AAA 

occ 


B 


ATOM 


4221 


a 
U 


1 IOVI 1 

HOH 




A A OC 


7.627 


A O A 70 

13.172 


ft —T ft AO 

67.948 


A ft ft 

1.00 


i —r ri 

47.51 


a ftftft 

4222 


a 

o 


HOH 




A A 07 
1137 


OA Oil A 

30.244 


A A A A A 

21 .919 


OO ft~7 A 

32.671 


A AO 

1.00 


CA ft A 

51 .61 


4223 


A 


UAU 

HOH 




A A OO 

1138 


OO 0"70 

23.072 


OH 4 on 

31.139 


CC OOO 

55.222 


A ftft 

1 .00 


itO OO 

40.35 


J OO it 

4224 


A 

o 


HOH 




A A on 

1139 


A O OOO 

18.856 


A O AO H 

13.261 


70 ™T C O 

76.752 


A ftft 

1 .00 


C A C A 

51 .54 


it OOC 

4225 


o 


HOH 




A A Af\ 

1140 


A A ftftft 

1 4.629 


4 7 AC ft 

17.453 


71 .521 


.J A A 

1.00 


44.61 


^ ooo 
4226 


i^k 

o 


HOH 




ii ii 
1141 


30.127 


T CAft 

7.542 


77.644 


1.00 


39.23 


A ftft~T 

4227 


A 

o 


HOH 




ii in 

1142 


OA A A ft 

29.410 


A ft ft A ft 

1 0.319 


it n 4 on 

49.169 


i OO 

1.00 


A ™7 r A 

47.59 


i OOO 

4228 


A 

o 


HOH 




ii in 

1143 


OO 007 

52.667 


i "7 OOO 

17.385 


ft A AOO 

21 .488 


i OO 

1 .00 


OO A O 

33.48 


>i oaa 

4229 


o 


HOH 




A A A A 

1144 


O A ~7ft A 

24.791 


OA 0"7A 

30.379 


o"7 >i nn 

57.499 


i AA 

1 .00 


r~ ft ft ft 

50.29 


4230 


o 


HOH 




A A AC 

1145 


n n c A c 

33.515 


OA OAO 

32.303 


54.663 


i OO 

1.00 


OO AO 

60.00 


4231 


A 

o 


HOH 




ii in 

1146 


A O 0*^0 

43.670 


A A Cft ft 

11.568 


OO ftftO 

23.068 


i AO 

1.00 


it O ft ft 

42.60 


4232 


A 

o 


HOH 




A A A ~T 

1147 


OO C f I 

22.577 


ft ft A C 

-0.615 


"70 OO A 

76.831 


i OO 

1 .00 


CA ft C 

51 .25 


4233 


A 

o 


HOH 




A A A O 

1148 


OO OO o 

32.288 


Aft A no 

40.493 


on mo 

29.506 


A ftft 

1 .00 


it it it o 

44.45 


yl OO A 

4234 


A 

o 


■ 1 i^\l J 

HOH 




ii in 

1149 


o o oo^ 

38.587 


A ft ftCft 

13.656 


OA OTO 

83.878 


A ftft 

1 .00 


OO OA 

50.82 


yt OO ET 

4235 


A 

o 


UAU 

HOH 




a a co 

1150 


Aft A ft ft 

49.160 


Aft AC~7 

49.467 


ilA ~700 

49.792 


A ftft 

1 .00 


it O it A 

43.40 


A <"> O n 

4236 


A 

o 


UAU 

HOH 




i i ri 

1151 


O ft A ft ft 

36.423 


o ~r rr a 

9.754 


n r- oon 

65.069 


A ftft 

1 .00 


Cft ftft 

50.09 


J 0 07 

4237 


i"\ 

o 


HOH 




A A C ft 

1152 


A A Oftft 

41 .806 


— 7 OOO 

7.306 


67.548 


i OO 

1 .00 


ft A ftft 

31 .99 


it AOO 

4238 


o 


UAU 

HOH 




A A Cft 

1153 


OO ooo 

20.865 


O OOO 

5.502 


■jr r- oo 

75.530 


A ftft 

1 .00 


OO o o 

53.88 


J OOO 

4239 


A 

o 


UAU 

HOH 




A A C A 

1154 


oo ft~rft 

26.670 


A — T i OO 

47.493 


a ~y cO ft 

47.589 


A ftft 

1 .00 


ri ftC 

51 .95 


4240 


o 


1 1 i^VI | 

HOH 




A A C C 

1155 


O O ~7 r- ft 

58.759 


AO OO i 

25.881 


A A A OA 

41 .102 


A ft ft 

1.00 


CA ft ft 

51.36 


A ft A A 

4241 


A 

o 


UAU 

HOH 




A A Cft 

1156 


OO oo^ 

22.627 


OO A OO 

35.482 


a n ooo 

48.933 


A ftft 

1.00 


iO 1 i 

49.41 


4242 


o 


UAU 

HOH 




A A c-y 

1157 


OO ooo 

29.902 


i i Air 

41 .245 


OO ft ft A 

33.231 


A ftft 

1 .00 


A —W ftft 

47.09 


A ft A O 

4243 


A 

o 


UAU 

HOH 




A A CO 

1158 


A O AAA 

42.020 


OO OOO 

38.368 


OO OAO 

56.303 


A AA 

1 .00 


C it Aft 

54.13 


y| O >t /4 

4244 


A 

o 


UAU 

HOH 




A A Cft 

1159 


A O 

42.067 


A O AOO 

18.958 


it O A OO 

48.188 


A ft ft 

1 .00 


A A ft A 

41 .24 


4245 


o 


UAU 

HOH 




A A OA 

1160 


OA A ft O 

50.498 


OO A ft A 

28.461 


Aft Oft A 

49.894 


i OA 

1 .00 


OO ft ft 

58.63 


4246 


A 

o 


UAU 

HOH 




iini 

1161 


A ft OOO 

19.503 


OH ft A A 

21 .644 


Aft A 7 A 

46.170 


i OA 

1 .00 


i — T A i 

47.41 


4247 


A 


UAU 

HOH 




i A OO 

1 1 62 


OO OO it 

23.864 


OA it OO 

30.453 


O A ft ft ft 

31 .232 


4 AA 

1 .00 


Cft ft~7 

50.37 


A ft it O 

4248 


A 


UAU 

HOH 




A A OO 

1163 


OO AOO 

33.055 


O A A AO 

31 .002 


~7ft OOO 

70.386 


i AA 

1 .00 


it rr 07 

45.87 


4249 


A 

o 


UAU 

HOH 




A A Ct A 

i1o4 


OA O A ft 

69.219 


OO CO 

22.61 7 


AC ft A ft 

25.319 


A ft ft 

1 .00 


O it HO 

54.13 


4250 


o 


it A U 

HOH 




A A ec 

1165 


OO AO A 

26.984 


O it ~7AO 

34.792 


OO ~7 it ~7 

32.747 


A ftft 

1 .00 


OA A it 

50.24 


4^0 1 


A 

u 


UAU 

MUM 




11 OO 


i o.yu4 


2^.4o4 


Af\ OOQ 

4U.2O0 


1 .uu 


oo./o 


4252 


0 


HOH 




1167 


38.572 


18.970 


85.692 


1.00 


51.19 


4253 


0 


HOH 




1168 


55.921 


7.586 


67.043 


1.00 


56.10 


4254 


o 


HOH 




1169 


60.815 


24.101 


20.645 


1.00 


43.40 


4255 


0 


HOH 




1170 


36.032 


13.461 


58.415 


1.00 


36.46 


4256 


0 


HOH 




1171 


42.102 


18.389 


50.609 


1.00 


50.87 


4257 


0 


HOH 




1172 


61.353 


1 5.073 


41.877 


1.00 


55.08 
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TABLE 10 (continued) 



THREE-DIMENSIONAL COORDINATES OF PR IN COMPLEX WITH PG 



ATOM 


ATOM TYPE 


RESIDUE 


# 


v 
A 


v 

Y 


7 

£- 


OCC 


B 


ATOM 


4258 


0 


HOH 




1173 


34.024 


3.531 


rto tat 

28.705 


■* r\r\ 

1 .00 


Od.f'* 


4259 


O 


HOH 




1174 


41.542 


7.988 


49.104 


1.00 


55.00 


4260 


0 


HOH 




1175 


24.756 


2.570 


77.011 


1.00 


53.63 


4261 


0 


HOH 




1176 


41.140 


5.822 


60.200 


1.00 


39.74 


4262 


0 


HOH 




1177 


9.209 


2.894 


61 .066 


1.00 


48.67 


4263 


O 


HOH 




1178 


37.046 


11.589 


60.375 


1.00 


40.88 


4264 


0 


HOH 




1179 


35.350 


29.505 


79.245 


1.00 


38.37 



TABLE 11 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 


rHE CRYSTAL 


ATOM 


a T/— \*t M TV DC 

Al UM 1 Yrt 




RF^IDUF. # 


x 


Y 


z 


1 


Ob 


TUD 

i nn 


729 


-19 756 


38.320 


19 110 


2 


O 


TUD 

I nn 


7PQ 


-18 114 


38.275 


17 211 


3 


U 


TUD 

I nn 


7PQ i 


-16 947 


37.873 


17 214 


4 


M 

In 


TUD 

i nn 


72Q 


-18 598 


36.174 


18 360 


5 


OA 


TUD 

i nn 


7PQ 


-19 213 


37.506 


17 945 


6 


Uul 


TUD 

I nn 


7PQ 


-20 818 


37.625 


19 751 

1 w * 9 V 1 


7 


CG2 


THR 


729 


-20.352 


39.701 


18 762 


8 


N 


ILE 


730 


-18.503 


39.394 


16 608 


9 


CA 


ILE 


730 


-17.623 


40.222 


1 5.789 


10 


CB 


ILE 


730 


-18.297 


41.571 


15.469 


11 


C 


ILE 


730 


-16.196 


40.504 


16.195 


12 


O 


ILE 


730 


-15.740 


40.220 


17.294 


13 


CG2 


ILE 


730 


-17.440 


42.465 


14.521 


14 


CG1 


ILE 


730 


-19.731 


41 .454 


14.861 


15 


CD1 


ILE 


730 


-20.557 


42.757 


14.828 


16 


N 


SER 


731 


-15.505 


41.060 


15.220 


17 


CA 


SER 


731 


-14.134 


41.446 


15.326 


18 


CB 


SER 


731 


-13.299 


40.445 


16.166 


19 


C 


SER 


731 


-13.634 


41 .573 


13.874 


20 


O 


SER 


731 


-14.280 


41.111 I 


12.934 


21 


OG 


SER 


731 


-13.117 


39.185 


15.512 


22 


N 


ARG 


732 


-12.466 


42.196 


13.695 


23 


CA 


ARG 


732 


-11.890 


42.630 


14.953 


24 


CB 


ARG 


732 


-10.516 


43.184 


14.585 


25 


C 


ARG 


732 


-12.607 


43.506 


15.952 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRoc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


2 


26 


O 


ARG 


732 


-13.827 


43.743 


15.969 


27 


CG 


ARG 


732 


-10.508 


44.628 


14.011 


28 


CD 


ARG 


732 


-9.081 


45. 1 48 


1 3.769 


29 


NE 


ARG 


732 


-9.137 


46.534 


13.219 


30 


CZ 


ARG 


732 


-8.082 


47.277 


12.899 


31 


NH1 


ARG 


732 


-8.288 


48.469 


1 2.437 


32 


NH2 


ARG 


732 


-6.849 


46.871 


1 3.023 


33 


N 


ALA 


733 


♦1 1 .742 


43.858 


16.871 


34 


CA 


ALA 


733 


-12.003 


44.602 


18.044 


35 


CB 


ALA 


733 


-10.933 


45.657 


18.148 


36 


C 


ALA 


733 


-1 3.363 


45.135 


18.293 


37 


0 


ALA 


733 


-13.652 


46.285 


18.018 


38 


N 


LEU 


734 


-14.245 


44.261 


1 8.739 


39 


CA 


LEU 


734 


-15.501 


44.789 


19.161 


40 


CB 


LEU 


734 


-16.704 


44.008 


18.666 


41 


CG 


LEU 


734 


-17.555 


45.126 


18.047 


42 


CD1 


LEU 


734 


-18.950 


44.631 


17.803 


43 


CD2 


LEU 


734 


-17.589 


46.355 


18.973 


44 


C 


LEU 


734 


-15.240 


44.562 


20.626 


45 


O 


LEU 


734 


-16.127 


44.626 


21.465 


46 


N 


THR 


735 


-13.962 


44.302 


20.897 


47 


CA 


THR 


735 


-13.428 


44.048 


22.224 


48 


CB 


THR 


735 


-13.995 


42.763 


22.803 


49 


OG1 


THR 


735 


-14.494 


41.807 


21.860 


50 


CG2 


THR 


735 


-15.075 


43.091 


23.820 


51 


C 


THR 


735 


-11.918 


43.943 


22.076 


52 


0 


THR 


735 


-11.364 


42.855 


21.905 


53 


N 


PRO 


736 


-11.241 


45.088 


22.203 


54 


CD 


PRO 


736 


-11.886 


45.982 


23.170 


55 


CA 


PRO 


736 


-9.820 


45.423 


22.111 


56 


CB 


PRO 


736 


-9.750 


46.869 


22.596 


57 


CG 


PRO 


736 


-11.131 


47.234 


22.999 


58 


C 


PRO 


736 


-8.819 


44.559 


22.827 


59 


0 


PRO 


736 


-9.060 


44.008 


23.899 


60 


N 


SER 


737 


-7.645 


44.523 


22.226 


61 


CA 


SER 


737 


-6.573 


43.708 


22.713 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


62 


CB 


SER 


737 


-6.182 


42.760 


21.638 


63 


C 


SER 


737 


-5.375 


44.525 


23.067 


64 


O 


SER 


737 


-5.269 


45.692 


22.693 


65 


OG 


SER 


737 


-7.176 


41 .760 


21.389 


66 


N 


PRO 


738 


-4.443 


43.914 


23.765 


67 


CA 


PRO 


738 


-3.306 


44.709 


24.076 


68 


CB 


PRO 


738 


-2.291 


43.940 


24.906 


69 


C 


PRO 


738 


-2.684 


45.293 


22.811 


70 


0 


PRO 


738 


-2.438 


46.498 


22.731 


71 


CG 


PRO 


738 


-2.473 


42.521 


24.341 


72 


CD 


PRO 


738 


-3.991 


42.390 


24.175 


73 


N 


VAL 


739 


-2.500 


44.447 


21 .804 


74 


CA 


VAL 


739 


-1.889 


44.833 


20.541 


75 


CB 


VAL 


739 


-1 .508 


43.576 


19.786 


76 


CG1 


VAL 


739 


-2.772 


42.871 


19.326 


77 


CG2 


VAL 


739 


-0.607 


43.91 8 


18.640 


78 


C 


VAL 


739 


-2.741 


45.703 


19.604 


79 


O 


VAL 


739 


-2.250 


46.235 


18.608 


80 


N 


MET 


740 


-4.019 


45.833 


19.923 


81 


CA 


MET 


740 


-4.941 


46.603 


19.100 


82 


CB 


MET 


740 


-6.349 


46.084 


19.336 


83 


C 


MET 


740 


-4.875 


48.043 


19.513 


84 


O 


MET 


740 


-4.947 


48.972 


18.706 


85 


CG 


MET 


740 


-6.600 


44.615 


18.934 


86 


SD 


MET 


740 


-8.364 


44.257 


19.004 


87 


CE 


MET 


740 


-8.277 


42.465 


18.887 


88 


N 


VAL 


741 


-4.766 


48.181 


20.818 


89 


CA 


VAL 


741 


-4.694 


49.442 


21 .487 


90 


CB 


VAL 


741 


-4.802 


49.170 


22.971 


91 


C 


VAL 


741 


-3.357 


50.057 


21.149 


92 


O 


VAL 


741 


-3.223 


51.269 


20.958 


93 


CG1 


VAL 


741 


-6.167 


48.580 


23.404 


94 


CG2 


VAL 


741 


-4.562 


50.382 


23.914 


95 


N 


LEU 


742 


-2.362 


49.190 


21 .059 


96 


CA 


LEU 


742 


-1.019 


49.623 


20.753 


97 


CB 


LEU 


742 


-0.084 


48.427 


20.896 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRoc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


98 


CG 


LEU 


742 


1.010 


48.630 


21.951 


99 


CD1 


LEU 


742 


0.433 


49.160 


23.240 


100 


CD2 


LEU 


742 


1.711 


47.316 


22.185 


101 


C 


LEU 


742 


-0.929 


50.237 


19.357 


102 


O 


LEU 


742 


-0.092 


51.104 


19.094 


103 


N 


GLU 


743 


-1.833 


49.795 


18.487 


104 


CA 


GLU 


743 


-1 .904 


50.219 


17.097 


105 


CB 


GLU 


743 


-2.756 


49.212 


16.320 


106 


CG 


GLU 


743 


-2.136 


48.796 


15.007 


107 


CD 


GLU 


743 


-2.570 


47.415 


14.514 - 


108 


OE1 


GLU 


743 


-2.934 


46.529 


15.329 


109 


OE2 


GLU 


743 


-2.513 


47.214 


13.284 


110 


C 


GLU 


743 


-2.452 


51.624 


16.871 


111 


O 


GLU 


743 


-1 .996 


52.337 


15.977 


112 


N 


ASN 


744 


-3.423 


52.016 


17.680 


113 


CA 


ASN 


744 


-4.044 


53.316 


17.530 


114 


CB 


ASN 


744 


-5.471 


53.284 


18.055 


115 


C 


ASN 


744 


-3.287 


54.388 


18.276 


116 


O 


ASN 


744 


-3.311 


55.556 


17.890 


117 


CG 


ASN 


744 


-6.417 


52.253 


17.431 


118 


OD1 


ASN 


744 


-6.684 


51.196 


17.983 


119 


ND2 


ASN 


744 


-6.937 


52.503 


16.259 


120 


N 


ILE 


745 


-2.614 


54.006 


19.356 


121 


CA 


ILE 


745 


-1.896 


55.023 


20.098 


122 


CB 


ILE 


745 


-1 .765 


54.673 


21.610 


123 


CG2 


ILE 


745 


-3.046 


54.028 


22.106 


124 


CG1 


ILE 


745 


-0.582 


53.744 


21 .859 


125 


CD1 


ILE 


745 


-0.178 


53.699 


23.317 


126 


C 


ILE 


745 


-0.524 


55.320 


19.509 


127 


o 


ILE 


745 


0.161 


56.226 


19.973 


128 


N 


GLU 


746 


-0.132 


54.573 


18.479 


129 


CA 


GLU 


746 


1.167 


54.785 


17.826 


130 


CB 


GLU 


746 


1.409 


53.704 


16.753 


131 


CG 


GLU 


746 


2.741 


53.793 


15.984 


132 


CD 


GLU 


746 


3.990 


53.653 


16.855 


133 


OE1 


GLU 


746 


4.303 


52.528 


17.298 
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TABLE 11 (continued) 



10 



15 



20 



25 



30 



35 



40 



45 



50 



55 



ATOM I 


ATOM TYPb 


QCQinilF 

rltoiuuc 


RESIDUE # 


X 1 


Y 


Z | 


134 1 


/»"\f— o 

OE2 


fcl 1 1 1 


746 


4.670 j 


54.674 


17.093 | 


135 I 




C\ II 


746 1 

i ¥ W 1 


1.160 | 


56.185 


17.203 


I ^ I 






746 ^ 


0.281 | 


56.514 


16.399 | 




k 1 1 


PRO 

rnU ] 


747 


2.114 j 


57.042 


17.597 | 


138 I 


CD j 


PDA 


747 1 


3.001 I 


57.025 


18.773 | 


139 T 


CA 


PRO ' 


747 


2.080 j 


58.369 


16.985 | 


140 I 


CB 


PRO 


747 1 


3.240 I 


59.122 


17.655 j 


I ^ I 


CG | 


PRO 


747 


4.002 | 


58.090 


18.432 [ 


I 142 I 




PRO 

rrW 


747 I 


2211 I 


58.315 


15.484 | 


I 143 I 


0 


PRO 

rnU j 


747 


2.743 | 


57.347 


14.931 j 


144 I 


N 1 




748 I 


1.691 1 


59.331 


14.813 


| 145 


CA 




748 j 


1.833 j 


59.328 


13.380 I 


146 ~\ 


CB 


/"*i 1 1 ! 
(jLU 1 


748 


0.511 j 


59.651 


12.673 j 


147 I 


CG 


rsi 1 1 1 


748 


-0.106 | 


61.009 


12.712 j 


I ^8 | 


CD 


mil 


748 


-1.176 


61.042 


11.636 


149 J 


0E1 


fll II 1 
uLU 


748 1 


-2.016 


60.110 


11.627 j 


150 


0E2 


mil 


748 


-1.169 


61.956 


10.785 


151 


C 


m 1 1 


748 


3.010 


60.222 


13.010 | 


152 


0 


m 1 1 

olu 


1 748 


3.380 


61.117 


13.764 | 


153 


N 


ii p 

ILt 


1 749 


3.618 


59.939 


11.860 j 


154 


1 CA 


1 II p 

ILt 


1 749 


4.850 


60.602 


11.416 


155 


CB 


II p 


1 749 


1 5.212 


59.980 


10.004 | 


1 156 


1 C 


1 HP 
1 ILt 


1 749 


j 5.059 


j 62.115 


j 11.226 | 


157 


! 0 


i II t 
1 ' Lt 


1 749 


4.357 


62.768 


10.453 


I 158 


CG2 


] II P 


I 749 


| 5.462 


| 58.447 


| 10.077 | 


1 159 


! CG1 


II P 
ILt 


i 749 


4.309 


60.289 


j 8.765 j 


160 


CD1 


1 II P 
ILt 


T 749 


I 2.804 


I 59.971 


j 8.865 j 


161 




VAL 


1 750 


6.091 


62.639 


11.893 


162 


1 CA 


1 VAL 


1 750 


1 6.453 


1 64.069 


"j 11.856 j 


I 163 


"1 CB 


1 VAL 


~| 750 


j 6.926 


"j 64.489 


"j 13.295 | 


164 


C 


VAL 


750 


7.513 


64.559 


10.849 
1 11.013 


165 


I ° 


1 VAL 


j 750 


1 8.707 


"1 64.280 




166 


1 CGI 


1 VAL 


"1 750 


"1 5.820 


1 64.279 


j 14.360 


167 


1 CG2 


"1 VAL 


j 750 


| 7.395 


j 65.961 


| 13.399 


168 


1 ^ 


"] TYR 


1 751 


j 7.070 


65.321 


9.841 


169 


1 CA 


"1 TYR 


"1 751 


"1 7.956 


| 65.903 


| 8.814 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


170 


CB 


TYR 


751 


7.131 


66.540 


7.688 


171 


CG 


TYR 


751 


6.395 


65.498 


6.878 


172 


CD1 


TYR 


751 


5.170 


64.989 


7.305 


173 


CE1 


TYR 


751 


4.564 


63.915 


6.641 


174 


CD2 


TYR 


751 


6.988 


64.921 


5.756 


175 


CE2 


TYR 


751 


6.399 


63.851 


5.089 


176 


CZ 


TYR 


751 


5.187 


63.350 


5.537 


177 


OH 


TYR 


751 


4.593 


62.295 


4.880 


178 


C 


TYR 


751 


8.851 


66.939 


9.489 


179 


O 


TYR 


751 


8.486 


67.464 


10.534 


180 


N 


ALA 


752 


9.999 


67.259 


8.893 


181 


CA 


ALA 


752 


10.931 


68.180 


9.550 


182 


CB 


ALA 


752 


12.356 


67.636 


9.405 


183 


C 


ALA 


752 


10.942 


69.673 


9.246 


184 


O 


ALA 


752 


11.638 


70.420 


9.935 


185 


N 


GLY 


753 


10.195 


70.128 


8.246 


186 


CA 


GLY 


753 


10.213 


71 .550 


7.933 


187 


C 


GLY 


753 


11.621 


71.989 


7.557 


188 


O 


GLY 


753 


12.086 


73.063 


7.941 


189 


N 


TYR 


754 


12.309 


71.142 


6.812 


190 


CA 


TYR 


754 


13.662 


71 .437 


6.386 


191 


CB 


TYR 


754 


14.402 


70.140 


6.103 


192 


CG 


TYR 


754 


15.874 


70.279 


5.811 


193 


CD1 


TYR 


754 


16.792 


70.476 


6.840 


194 


CE1 


TYR 


754 


18.162 


70.466 


6.595 


195 


CD2 


TYR 


754 


16.362 


70.099 


4.518 


196 


CE2 


TYR 


754 


17.724 


70.090 


4.263 


197 


CZ 


TYR 


754 


18.618 


70.268 


5.309 


198 


OH 


TYR 


754 


19.972 


70.240 


5.048 


199 


C 


TYR 


754 


13.557 


72.238 


5.112 


200 


O 


TYR 


754 


12.560 


72.161 


4.396 


201 


N 


ASP 


755 


14.576 


73.024 


4.822 


202 


CA 


ASP 


755 


14.548 


73.803 


3.609 


203 


CB 


ASP 


755 


14.825 


75.267 


3.915 


204 


CG 


ASP 


755 


14.947 


76.086 


2.669 


205 


OD1 


ASP 


755 


14.292 


75.709 


1.677 
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TABLE 11 (continued) 



THREE-D.MENS.ONAL COORDINATES OF MR OBTA. NED FROM HOMO^MOIgJNQ OF THE CRYSTAL 
THREE DIMENblUN structure C0ORDlNATES OF GRa IN COMPLEX WITH FP 



ATOM | t 


MOM TYPE | 


DCCIPkl IC 1 

RcolDUt 


RFSIDUE # 1 


X 


Y 


Z 


206 | 


OD2 1 


A CD 

Aor 


755 


15.684 


77.091 


2.677 


207 r 


c I 


A OD 1 

Aor 


755 


15.600 


73.242 


2.673 


| 208 J 


0 | 


ACD 1 

Aor 


755 t 


16.777 


73.546 


2.795 


209 I 


n i 


otn 




15.179 


72.412 


1.730 


I I 


CA j 


CCD 

SER 


758 


16.139 


71.822 


0.812 


I 211 I 


CB 1 


otn 


756 


15.731 j 


70.385 


0.440 


212 I 


OG 


CCD 

otn 


756 1 


14.414 I 


70.273 


-0.094 


I *^ I 




CCD 

otn 


756 


16.338 j 


72.672 


-0.423 


214 I 


O 1 


CCD ! 

otn 


756 


17.007 I 


72.262 


-1 .373 


I *^ I 


N | 


CCD * 

otn 


757 


15.754 [ 


73.858 


-0.427 


216 


CA 1 


CCD 

otn ] 


757 1 


15.981 I 


74.718 


-1.564 


217 I 


CB 1 


Scri 


757 1 


14.974 I 


75.867 


-1.613 


218 I 


OG I 


CCD 

Sen j 


757 


14.787 


76.751 


-0.529 | 


219 I 


C 


otn 


757 


17.416 f 


75.229 


-1.427 j 


220 | 


0 ~J 


i— i~\ 1 

SER 




17.984 | 


75.718 


-2.385 




N 


LYS 


75ft 


18.018 j 


75.104 


-0.245 ( 


222 


CA 


1 \/C 

LYo 


758 


19.410 ' 


75.542 


-0.084 I 


223 


CB 


LYo 


758 


19.569 


76.631 


1.022 j 


j 224 


c 


LYo 


758 


I 20.317 


74.345 


0.233 


225 


i o 


1 LYo 


758 


19.879 


73.368 


0.846 [ 


j 226 


CG 


5 i vc 
LYo 


1 758 


21.018 


j 77.164 


1.158 j 


227 


1 CD 


1 LYo 


1 758 


21 .225 


78.187 


2.279 
2.345 I 


228 


| CE 


1 vc 
LYo 


T 758 


| 22.709 


j 78.571 




j 229 


I NZ 


1 1 \JO 

LYo 


1 75R 


T~ 22.886 


79.678 


3.301 


230 


1 N 


PRO 


i 75Q 


1 21.605 


j 74.418 


-0.156 


231 


! CD 


DDO 

1 rnU 


! 759 


| 22.272 


j 75.497 


-0.900 


232 


CA 


I DD/^\ 

I PHU 


! 75Q 


| 22.533 


73.305 


0.094 


233 


1 CB 


DDO 

r HvJ 


759 


23.747 


73.665 


-0.752 




"i CG 


1 PRO 


1 759 


1 23.733 


75.132 


-0.765 


235 


I ^ 


1 PRO 


1 759 


1 22.917 


72.865 


1.503 


236 


j o 


1 PRO 


1 759 


j 23.305 


73.661 


2.360 


237 


1 N 


"j ASP 


1 760 


"1 22.822 


71.551 


1 .685 


238 


CA 


ASP 


| 760 


1 23.121 


70.877 


2.939 


239 


1 ci 


"1 AoP 


j 760 


| 23.112 


69.349 


2.763 


240 


| CG 


| ASP 


j 760 


"I 21 .888 


68.816 


2.030 


241 


j OD1 


"1 ASP 


"1 760 


"1 20.960 


69.573 


1 .668 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


242 


OD2 


ASP 


760 


21 .879 


67.589 


1.818 


243 


C 


ASP 


760 


24.480 


71.222 


3.533 


244 


O 


ASP 


760 


25.312 


71.900 


2.930 


245 


N 


THR 


761 


24.689 


70.695 


4.731 


246 


CA 


THR 


761 


25.915 


70.844 


5.482 


247 


CB 


THR 


761 


26.423 


72.285 


5.820 


248 


C 


THR 


761 


25.635 


70.009 


6.710 


249 


O 


THR 


761 


24.476 


69.815 


7.079 


250 


OG1 


THR 


761 


27.630 


72.232 


6.576 


251 


CG2 


THR 


761 


25.418 


73.203 


6.527 


252 


N 


ALA 


762 


26.684 


69.510 


7.336 


253 


CA 


ALA 


762 


26.498 


68.676 


8.506 


254 


CB 


ALA 


762 


27.840 


68.117 


9.005 


255 


C 


ALA 


762 


25.771 


69.331 


9.673 


256 


0 


ALA 


762 


24.899 


68.692 


10.267 


257 


N 


GLU 


763 


26.115 


70.581 


10.011 


258 


CA 


GLU 


763 


25.476 


71.272 


11.144 


259 


CB 


GLU 


763 


26.194 


72.592 


11.546 


260 


C 


GLU 


763 


24.007 


71.553 


10.871 


261 


0 


GLU 


763 


23.157 


71.402 


11.744 


262 


CG 


GLU 


763 


26.307 


73.719 


10.479 


263 


CD 


GLU 


763 


25.265 


74.895 


10.561 


264 


OE1 


GLU 


763 


24.497 


74.906 


11.528 


265 


OE2 


GLU 


763 


25.344 


75.705 


9.631 


266 


N 


ASN 


764 


23.716 


71.939 


9.645 


267 


CA 


ASN 


764 


22.360 


72.239 


9.245 


268 


CB 


ASN 


764 


22.372 


72.902 


7.845 


269 


C 


ASN 


764 


21 .486 


71.002 


9.189 


270 


O 


ASN 


764 


20.262 


71.061 


9.294 


271 


CG 


ASN 


764 


20.995 


73.387 


7.376 


272 


OD1 


ASN 


764 


20.215 


73.953 


8.123 


273 


ND2 


ASN 


764 


20.735 


73.180 


6.002 


274 


N 


LEU 


765 


22.127 


69.872 


8.974 


275 


CA 


LEU 


765 


21.391 


68.644 


8.848 


276 


CB 


LEU 


765 


22.223 


67.683 


7.963 


277 


C 


LEU 


765 


21 .024 


68.015 


10.158 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM T 


ATOM TYPE | 


RESIDUE \ 


RESIDUE # | 


X [ 


Y I 


Z j 


278 | 


O I 


LEU 1 


765 1 


20.024 1 


67.298 I 


10.275 | 


279 r 


CG I 


LEU 1 


765 | 


21.499 [ 


66.430 T 


7.442 I 


280 | 


CD1 r 


[iu \ 


765 1 


20.143 | 


66.766 | 


6.772 j 


281 


CD2 1 


LEU 1 


765 1 


22.437 I 


65.683 I 


6.467 


282 \ 


N [ 


[iu | 


766 1 


21.877 j 


68.222 I 


11.136 I 


283 


CA j 


LEU 1 


766 1 


21 .567 I 


67.619 I 


12.386 


284 I 


CB [ 


[iu j 


766 [ 


22.728 [ 


66.737 j 


12.939 I 


285 


C | 


LEU | 


766 1 


21 .005 | 


68.605 I 


13.352 j 


286 


O 


LEU | 


766 [ 


20.877 | 


68.318 


14.530 | 


287 f 


CG [ 


[iu 1 


766 n 


23.913 j 


67.344 


13.722 


288 


CD1 


LEU | 


766 j 


25.193 j 


66.496 | 


13.527 I 


\ 289 | 


CD2 j 


[iu [ 


766 f 


24.184 I 


68.811 j 


13.399 | 


I 290 


N 


SER 


767 1 


20.684 


69.800 


12.908 


291 


CA j 


SER 1 


767 j 


20.024 


70.574 J 


13.906 | 


1 292 i 


CB 


SER | 


767 


20.276 I 


72.095 


13.791 


| 293 


i C 1 


SER 1 


767 j 


18.550 I 


70.269 


13.691 j 


! 294 


0 




767 1 


17.829 j 


69.980 


i 14.640 I 


! 295 


OG 




767 


19.523 


72.823 


14.751 j 




N 


THR 


768 


I 18.110 


70.288 


12.437 j 


J 297 


CA 


THR 


768 


16.720 


70.012 


12.116 j 


1 298 


j ci 


j THR 


768 


j 16.570 


j 69.964 


10.593 J 


1 299 


OG1 


| THR 


| 768 


I 17.092 


j 71.157 


| 9.999 | 


| 300 


I CG2 


THR 


768 


| 15.112 


69.830 


10.188 I 


1 301 


C 


THR 


768 


16.319 


68.674 


12.738 


1 302 


] O 


THR 


j 768 


j 15.155 


68.460 


13.145 


1 303 


N 


LEU 


j 769 


I 17.315 


67.800 


j 12.839 


j 304 


j CA 


| LEU 


769 


I 17.137 


66.464 


13.346 


I 305 


| CB 


J LEU 


769 


I 18.395 


65.722 


| 12.955 


1 306 


CG 


LEU 


769 


18.165 


64.572 


11.949 


I 307 


1 CD1 


j [iu 


1 769 


| 17.010 


1 64.884 


] 10.998 


1 308 


CD2 


LEU 


769 


19.424 


64.310 


11.136 


309 


1 C 


1 [iu 


1 769 


1 16.906 


1 66.514 


1 14.857 


j 310 


1 ° 


j [iu 


"j 769 


I 16.098 


I 65.774 


I 15.452 


311 1 


N 


ASN 


770 


17.642 


67.402 


1 5.485 


312 


1 CA 


1 ASN 


"j 770 


|~ 17.460 


I 67.562 


1 16.888 


313 


CB 


ASN 


770 


18.532 


68.480 


17.376 
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TABLE 11 (continued) 





THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRct IN COMPLEX WITH FP 


5 


ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 




314 


CG 


ASN 


770 


19.775 


67.729 


17.672 




315 


OD1 


ASN 


770 


20.089 


66.732 


17.016 


10 


316 


ND2 


ASN 


770 


20.607 


68.445 


18.542 


317 


C 


ASN 


770 


16.073 


68.135 


17.052 




318 


o 


ASN 


770 


15.238 


67.569 


17.732 




319 


N 


ARG 


771 


15.825 


69.267 


16.420 


1 c 
10 


320 


CA 


ARG 


771 


14.516 


69.874 


16.457 




321 


CB 


ARG 


771 


14.469 


70.956 


15.411 




322 


CG 


ARG 


771 


15.421 


72.167 


15.625 


20 


323 


C 


ARG 


771 


1 3.456 


68.815 


16.170 


324 


O 


ARG 


771 


12.379 


68.841 


16.763 




325 


CD 


ARG 


771 


15.508 


73.114 


14.406 




326 


NE 


ARG 


771 


14.248 


73.390 


13.674 


25 


327 


CZ 


ARG 


771 


14.132 


73.721 


12.336 




328 


NH1 


ARG 


! 771 


12.884 


73.956 


11.815 




329 


NH2 


ARG 


771 


15.225 


73.819 


11.507 


30 


330 


N 


LEU 


772 


13.735 


67.891 


15.253 




331 


CA 


LEU 


772 


12.746 


66.848 


15.013 




332 


CB 


LEU 


772 


13.098 


65.965 


13.804 




333 


CG 


LEU 


772 


11.863 


65.253 


13.219 


35 


334 


CD1 


LEU 


772 


12.216 


63.962 


12.506 




335 


CD2 


LEU 


772 


10.921 


64.937 


14.353 




336 


C 


LEU 


772 


12.792 


66.025 


16.305 


40 


337 


O 


LEU 


772 


11.797 


65.443 


16.737 




338 


N 


ALA 


773 


13.968 


66.008 


16.927 




339 


CA 


ALA 


773 


14.160 


65.294 


18.178 




340 


C 


ALA 


773 


13.152 


65.700 


19.236 


45 


341 


0 


ALA 


773 


12.378 


64.862 


19.695 




342 


CB 


ALA 


773 


15.616 


65.518 


18.624 




343 


N 


GLY 


774 


13.146 


66.976 


19.621 


50 


344 


CA 


GLY 


774 


12.204 


67.432 


20.625 




345 


C 


GLY 


774 


10.763 


67.024 


20.350 




346 


O 


GLY 


774 


10.122 


66.392 


21.188 


55 


347 


N 


LYS 


775 


10.248 


67.369 


19.178 


348 


CA 


LYS 


775 


8.868 


67.045 


18.855 




349 


CB 


LYS 


775 


8.525 


67.530 


17.445 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRct IN COMPLEX WITH FP 



ATOM 


ATPkM TYPF 
/\ \ L/IVl lire 


RESIDUE ! 


RESIDUE # 


X 1 


Y 


Z 


350 




1 YS 


775 


8.419 I 


69.054 


17.353 


351 


ou 


LYS 


775 


7791 j 


69.503 


16.016 


352 


O 


1 YS 


775 


8.539 [ 


65.569 


19.005 


353 




LYS 1 


775 


7.517 I 


65.206 


19.591 


354 


Ob 


LYS ! 

Liu ! 


775 


7787 j 


71.028 


15.818 


I 355 j 


M7 


LYS i 


775 j 


7.242 | 


71 .426 


1 4.456 


356 [ 


HI 
N 


fil N 1 


776 I 


9.412 


64.719 


18.477 


I 357 j 


Lift 


GLN 


776 1 


9.214 j 


63.279 j 


18.555 


1 358 i 


OB 


N 1 


776 1 


10.318 I 


62.566 


17.788 


1 r" S 

359 




GLN i 


776 | 


9.887 [ 


61 .973 | 


16.466 


360 






776 1 


11.078 I 


61.625 I 


15.631 


361 




l_l « 


776 1 


10.948 f 


61.242 j 


14.472 


I 362 | 


N£2 




776 1 


12.331 I 


61.695 I 


16.275 


l y*\ i 

363 


O 




776 


9.218 


62.800 | 


19.996 


364 | 


O 




776 


8.373 J 


61.998 


20.393 


#"S y"X f* 

365 


M 

N 


MFT 


777 


10.182 


63.283 


20.770 




OA 


MFT 


777 


10.298 


62.919 


22.176 


| 367 


OB 


MFT 
IVIL_ 1 


777 


1 1 .478 


63.747 


22.759 


j 368 


/-^. 

! O 


MFT 


1 777 


9.015 


63.253 


22.923 


| 369 


i r\ 


MFT 


! 777 


8.505 


62.443 


23.702 


370 




MFT 


I 777 


j 11739 


j 63.416 


24.216 


| 371 


SD 


MFT 


! 777 

1 9 9 9 


11.922 


61.626 


24.254 


\ 372 


1 Ut 


MFT 


I 777 


j 11.174 


j 61.295 


25.852 


j 373 


1 M 

N 


II F 


778 


8.508 


64.461 


22.687 


374 


OA 


II F 

I Lu- 


j 778 


| 7.271 


1 64.908 


] 23.318 


375 


CB 


ll p 


i 778 

■ tr vy 


j 6.941 


66.366 


| 22.911 


376 


Oo<£ 


II F 


1 778 


5.432 


66.624 


22.997 


377 


Ovj l 


II F 


1 778 


1 7725 


1 67.325 


1 23.820 


P 378 


i CD1 


11 1= 
ILt 


T 778 


1 8.335 


1 68.525 


1 23.116 


379 


1 c 


iTi 


1 778 


1 6.161 


1 63.965 


1 22.902 


380 


1 o 


ilI 


1 778 


1 5.392 


1 63.509 


1 23.735 


381 


1 N 


GLN 


1 779 


1 6.088 


1 63.655 


1 21.621 


382 


1 CA 


GLN 


1 779 


1 5.070 


| 62.736 


j 21.133 


383 


"j CB 


GLN 


"j 779 


"j 5/125 


j 62.293 


19.652 


384 


C 


GLN 


779 


5.123 


61.425 


21 .925 


I 385 


1 o 


GLN 


779 


1 4.083 


1 60.818 


~1 22.219 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


386 


CG 


GLN 


779 


4.732 


63.341 


18.595 


387 


CD 


GLN 


779 


4.569 


62.623 


17.248 


388 


OE1 


GLN 


779 


5.502 


62.033 


16.728 


389 


NE2 


GLN 


779 


3.274 


62.678 


16.676 


390 


N 


VAL 


780 


6.345 


61.004 


22.264 


391 


CA 


VAL 


780 


6.590 


59.764 


23.003 


392 


CB 


VAL 


780 


8.113 


59.380 


23.122 


393 


C 


VAL 


780 


5.932 


59.780 


24.373 


394 


O 


VAL 


780 


5.427 


58.760 


24.842 


395 


CG1 


VAL 


780 


8.564 


58.449 


21 .970 


396 

• 


CG2 


VAL 


780 


8.538 


58.770 


24.479 


397 


N 


VAL 


781 


5.951 


60.945 


25.014 


398 


CA 


VAL 


781 


5.346 


61.101 


26.324 


399 


CB 


VAL 


781 


5.625 


62.498 


26.891 


400 


CG1 


VAL 


781 


5.016 


62.620 


28.253 


401 


CG2 


VAL 


781 


7.111 


62.740 


26.963 


402 


C 


VAL 


781 


3.825 


60.855 


26.267 


403 


O 


VAL 


781 


3.306 


60.031 


27.019 


404 


N 


LYS 


782 


3.118 


61.548 


25.370 


405 


CA 


LYS 


782 


1.659 


61.390 


25.231 


406 


CB 


LYS 


782 


1.118 


62.386 


24.204 


407 


CG 


LYS 


782 


-0.352 


62.165 


23.801 


408 


CD 


LYS 


782 


-0.801 


63.198 


22.762 


409 


CE 


LYS 


782 


-0.465 


64.627 


23.229 


410 


NZ 


LYS 


782 


-0.605 


65.690 


22.152 


411 


C 


LYS 


782 


1.274 


59.973 


24.800 


412 


O 


LYS 


782 


0.106 


59.571 


24.861 


413 


N 


TRP 


783 


2.281 


59.238 


24.351 


414 


CA 


TRP 


783 


2.152 


57.862 


23.881 


415 


CB 


TRP 


783 


3.212 


57.595 


22.816 


416 


CG 


TRP 


783 


3.470 


56.155 


22.564 


417 


CD2 


TRP 


783 


4.588 


55.392 


23.026 


418 


CE2 


TRP 


783 


4.399 


54.069 


22.586 


419 


CE3 


TRP 


783 


5.723 


55.696 


23.794 


420 


CD1 


TRP 


783 


2.677 


55.293 


21.869 


421 


NE1 


TRP 


783 


3.228 


54.039 


21 .875 
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TABLE 11 (continued) 

THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


Al WIV1 1 T r C 


RESIDUE ! 


RESIDUE # 


X 


Y I 


Z 


A OO 1 

422 


P7° 


TRP 1 

1 III • 


783 


5.317 I 


53.047 I 


22.855 


A OO 1 

i 423 




TRP 1 


783 


6.634 | 


54.679 [ 


24.067 | 


A *1A 

\ 424 


PH9 


TRP 


783 


6.421 ~T 


53.370 I 


23.606 


425 


p 

o j 


TRP 


783 


2.377 I 


56.910 j 


25.039 | 


A OC \ 




TRP 1 


783 


1.644 | 


55.939 I 


25.215 | 


A d~7 

I 427 \ 


m i 


ALA 1 


784 


3.430 | 


57.186 I 


25.804 j 


A OQ 

42o 


PA 


ALA ! 


784 


3.785 I 


56.365 I 


26.948 j 


I 42y i 


PR 


ALA 1 


784 


4.985 I 


56.962 I 


27.673 j 


a on 
430 


P 


ALA 


784 


2.593 | 


56.305 [ 


27.881 j 


v! O H 

431 




ALA 


784 


2.217 [ 


55.241 j 


28.357 


\ A OO 

432 


M 

j 


LYS 1 


785 


1 .992 | 


57.466 I 


28.114 


A OO 1 

433 | 


PA 


LYS 1 


785 


0.847 | 


57.573 f 


28.992 


\ A OA 

434 j 


PR S 


LYS 1 


785 


0.509 J 


59.053 I 


29.222 


1 a nc 

435 


Pfi 

Ova 


LYS 


785 


1.737 n 


59.940 | 


29.510 


j 436 


pn 


1 YS 


785 


1.413 


61.389 


29.990 


1 A Of 

j 437 


PC 


LYS 


785 


0.003 


61 .884 


29.609 


438 


M7 


LTO 


785 


-0.348 


63.263 


30.145 


1 A Oft 

439 


O 


LYS 

U 1 w 


785 


-0.381 


56.817 


28.479 


\ a a r\ 

\ 440 


o 

i 


LY^ 


785 


-1 .349 


j 56.670 


29.211 


1 AAA 

441 


M 


VAI 

V AM— 


r 786 


-0.367 


56.328 


27.242 


442 


ii PA 

1 


\ VAL 


786 


-1 .532 


[ 55.592 


26.746 


443 


PR 

j Od 


! VAL 


786 


-1 .855 


I 55.995 


25.312 


I AAA 

444 


P 

1 


1 VAL 


1 786 


-1 .323 


54.085 


26.826 


445 


1 P 


! VAI 


! 786 


-2.267 


53.307 


26.643 


j 44o 


1 pp.1 

Out I 


i VAL 


| 786 


-2.296 


] 57.471 


25.159 


1 A A~7 

44/ 




I VAL 


! 786 


-2.951 


55.162 


24.592 


S A AO 

1 448 


S M 


1 LFU 

j l— I— KJ 


1 787 


-0.079 


53.681 


27.083 


1 a Art 

| 449 


! PA 


\ LEU 

1 1— L_ w 


j 787 


0.257 


1 52.268 


| 27.214 


1 450 


CB 


LEU 


787 


1.775 


52.044 


27.401 


451 




1 [iu 


1 787 


-0.470 


1 51.832 


1 28.467 


452 


j 0 


1 [iu 


1 787 


-0.109 


I 52.208 


] 29.587 


453 


CG 


LEU 


787 


2.734 


52.584 


26.306 


454 


1 CD1 


1 [iu 


1 787 


4.178 


1 52.168 


1 26.617 


455 


1 CD2 


1 LEU 


1 787 


2.350 


1 52.109 


1 24.895 


j 456 


1 ^ 


1 PRO 


1 788 


-1 .543 


] 51.063 


1 28.293 


457 


CD 


PRO 


788 


-2.126 


50.571 


27.034 



668 



EP1 375 517A1 

TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRoc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


458 


CA 


PRO 


788 


-2.287 


50.611 


29.461 


459 


CB 


PRO 


788 


-3.126 


49.444 


28.917 


460 


CG 


PRO 


788 


-2.658 


49.248 


27.445 


461 


C 


PRO 


788 


-1.346 


50.207 


30.603 


462 


0 


PRO 


788 


-0.498 


49.331 


30.431 


463 


N 


GLY 


789 


-1 .469 


50.871 


31 .751 


464 


CA 


GLY 


789 


-0.628 


50.533 


32.889 


465 


C 


GLY 


789 


0.592 


51.398 


33.148 


466 


0 


GLY 


789 


1.087 


51 .477 


34.273 


467 


N 


PHE 


790 


1.106 


52.057 


32.125 


468 


CA 


PHE 


790 


2.271 


52.877 


32.357 


469 


CB 


PHE 


790 


2.789 


53.462 


31 .052 


470 


CG 


PHE 


790 


3.949 


54.379 


31 .239 


471 


CD1 


PHE 


790 


5.220 


53.870 


31 .479 


472 


CD2 


PHE 


790 


3.768 


55.750 


31.196 


473 


CE1 


PHE 


790 


6.300 


54.717 


31 .695 


474 


CE2 


PHE 


790 


4.840 


56.612 


31 .410 


475 


CZ 


PHE 


790 


6.112 


56.096 


31 .653 


476 


C 


PHE 


790 


1.972 


54.015 


33.328 


477 


0 


PHE 


790 


2.849 


54.414 


34.108 


478 


N 


LYS 


791 


0.752 


54.548 


33.304 


479 


CA 


LYS 


791 


0.510 


55.667 


34.201 


480 


CB 


LYS 


791 


-0.334 


56.759 


33.530 


481 


CG 


LYS 


791 


-1.744 


56.478 


33.055 


482 


CD 


LYS 


791 


-2.230 


57.816 


32.484 


483 


C 


LYS 


791 


0.026 


55.391 


35.608 


484 


O 


LYS 


791 


-0.404 


56.302 


36.312 


485 


CE 


LYS 


791 


-3.638 


57.635 


31.901 


486 


NZ 


LYS 


791 


-4.178 


58.949 


31 .508 


487 


N 


ASN 


792 


0.120 


54.141 


36.027 


488 


CA 


ASN 


792 


-0.240 


53.788 


37.383 


489 


CB 


ASN 


792 


-1 .030 


52.487 


37.415 


490 


CG 


ASN 


792 


-2.422 


52.652 


36.853 


491 


OD1 


ASN 


792 


-3.101 


51 .672 


36.552 


492 


ND2 


ASN 


792 


-2.974 


53.949 


36.710 


493 


C 


ASN 


792 


1.095 


53.627 


38.071 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OFTHE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE | 


RESIDUE | 


RESIDUE # 


X [ 


Y 


Z | 


494 I 


0 1 


ASN [ 


792 


1.180 I 


53.287 


39.244 J 


495 1 


~~n [ 


LEU I 


793 


2.153 | 


53.875 


37.312 | 


496 

W W 


CA T 


[iu j" 


793 


3.485 [ 


53.780 


37.860 J 


497 ! 


CB 


LEU 


793 


4.519 I 


53.587 


36.745 


498 


CG [ 


[iu j" 


793 


4.503 | 


52.206 


36.089 | 


1 499 


CD1 


LEU | 


793 | 


5.496 j 


52.158 


34.949 j 


! 500 1 

t www | 


CD2 


LEU I 


793 1 


4.844 


51.160 


37.133 I 


i 501 I 


C T 


[iu j" 


793 j 


3.743 I 


55.069 


38.610 j 


I 502 I 


0 


LEU I 


793 1 


3.089 I 


56.089 


38.368 


I 503 I 


N 


PRO 7 


794 [ 


4.688 "j 


55.017 


39.536 I 


! 504 I 


CA 


PRO I 


794 1 


5.007 j 


56.194 


40.313 


' 505 

i www , 


CB 


PRO f 


794 J 


6.158 [ 


55.901 


41 .257 | 


I 506 


c i 


PRO I 


794 


5.387 


57.333 


39.374 | 


i 507 i 

WW # 1 


0 


PRO j 


794 1 


6.407 n 


57.247 


38.695 j 


I 508 ! 

3 www i 


CG 


PRO 


794 


6.975 


54.906 


40.416 


I 509 

1 www 


CD 


PRQ 


794 


5.907 


54.014 


39.774 1 


r 510 


N 


LEU 


795 


4.575 


58.390 


39.335 J 


! 511 


CA 


[iu 


795 


4.854 


59.521 


38.455 J 


! 512 


CB 


[iu 


j 795 


4.144 


60.790 


38.942 


1 513 


CG 


LEU 


795 


4.450 


62.072 


38.145 


1 514 

W ■ » 


CD1 


j [iu 


j 795 


3.440 


j 63.137 


38.497 j 


515 

i w^ 


CD2 


LEU 


795 


5.857 


62.592 


38.441 


! 516 

| w 7 i w 


C 


j [iu 


795 


j 6.348 


59.801 


38.317 




1 o 


LEU 


795 


6.769 


60.390 


37.324 J 


I 518 


1 N 


j g[u 


] 796 


] 7.144 


] 59.401 


39.303 


I 519 

w 1 w 


CA 


GLU 


1 796 


| 8.594 


| 59.611 


39.238 


1 520 


CB 


GLU 


796 


9.257 


j 59.516 


40.604 I 


1 521 


c 


GLU 


796 


9.251 


58.572 


38.367 




! o 


1 g[u 


1 796 


1 10.315 


1 58.816 


37.809 | 


j 523 


j CG 


"j GIJJ 


"j 796 


| 10.791 


| 59.813 


40.678 


524 


CD 


GLU 


796 


11.462 


59.829 


42.054 


525 


1 oil 


1 GLU 


1 796 


1 10.836 


1 59.739 


43.101 


526 


1 0E2 


1 GUJ 


1 796 


1 12.818 


1 59.952 


42.001 


527 


I ^ 


1 aIp 


1 797 


1 8.635 


1 57.391 


38.316 


528 


\ CA 


"j aIp 


1 797 


| 9.107 


1 56.271 


37.501 


529 


CB 


ASP 


797 


8.383 


54.968 


37.863 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


530 


CG 


ASP 


797 


8.665 


54.507 


39.275 


531 


OD1 


ASP 


797 


9.833 


54.606 


39.707 


532 


OD2 


ASP 


797 


7.718 


54.035 


39.945 


533 


C 


ASP 


797 


8.751 


56.630 


36.074 


534 


O 


ASP 


797 


9.563 


56.517 


35.157 


535 


N 


GLN 


798 


7.505 


57.058 


35.905 


536 


CA 


GLN 


798 


7.024 


57.464 


34.610 


537 


CB 


GLN 


798 


5.731 


58.245 


34.769 


538 


CG 


GLN 


798 


4.565 


57.314 


34.706 


539 


CD 


GLN 


798 


3.234 


57.989 


34.856 


540 


OE1 


GLN 


798 


2.991 


59.060 


34.288 


541 


NE2 


GLN 


798 


2.451 


57.562 


35.945 


542 


C 


GLN 


798 


8.087 


58.294 


33.928 


543 


O 


GLN 


798 


8.230 


58.244 


32.704 




N 


ILE 


799 


8.859 


59.014 


34.744 


545 


CA 


ILE 


799 


9.945 


59.891 


34.300 


546 


CB 


ILE 


799 


10.055 


61.119 


35.215 


547 


C 


ILE 


799 


11.341 


59.269 


34.219 


548 


O 


ILE 


799 


12.199 


59.805 


33.514 


549 


CG2 


ILE 


799 


11.139 


62.134 


34.736 


550 


CG1 


ILE 


799 


8.718 


61.899 


35.423 


551 


CD1 


ILE 


799 


8.711 


62.930 


36.571 


552 


N 


THR 


800 


11.614 


58.187 


34.943 


553 


CA 


THR . 


800 


12.959 


57.615 


34.862 


554 


CB 


THR 


800 


13.318 


56.724 


36.081 


555 


OG1 


THR 


800 


12.556 


56.983 


37.258 


556 


CG2 


THR 


800 


14.781 


56.946 


36.483 


557 


C 


THR 


800 


13.011 


56.767 


33.604 


558 


0 


THR 


800 


14.017 


56.733 


32.883 


559 


N 


LEU 


801 


11.899 


56.083 


33.354 


560 


CA 


LEU 


801 


1 1 .769 


55.242 


32.183 


561 


CB 


LEU 


801 


10.417 


54.506 


32.226 


562 


CG 


LEU 


801 


10.393 


53.076 


32.791 


563 


CD1 


LEU 


801 


11.605 


52.841 


33.658 


564 


CD2 


LEU 


801 


9.110 


52.836 


33.568 


565 


C 


LEU 


801 


11.914 


56.102 


30.918 . 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 



566 
567 



568 
569 
570 



571 



572 



573 



ATOM TYPE 



O 
N 



CA 
CB 
C 



CG2 



CG1 



RESIDUE 



LEU 
ILE 



ILE 
ILE 
ILE 



ILE 



ILE 



ILE 



RESIDUE # 



801 
802 



802 
802 
802 



802 



802 



802 



12.701 
11.208 



11.323 
10.281 
12.703 



13.146 



10.291 



8.817 



55.763 
57.228 



58.067 
59.172 
58.668 



58.779 



60.052 



58.681 



30.037 
30.833 



29.641 
29.675 
29.396 



28.251 



28.387 



29.916 



574 
575 



576 



577 
578 



CD1 
N 



CA 



CB 
CG 



ILE 
GLN 



802 
803 



7.790 
13.385 



GLN 



803 



14.713 



GLN 
GLN 



803 
803 



15.049 
14.189 



59.774 
59.047 



59.645 



60.371 
61 .560 



30.275 
30.473 



30.380 



31 .662 
31 .931 



579 



580 



581 



CD 



OE1 



NE2 



GLN 



803 



14.417 



GLN 



803 



14.007 



GLN 



803 



15.012 



62.099 



63.217 



61.291 



33.320 



33.631 



34.324 



582 



GLN 



803 



15.778 



58.609 



30.157 



583 



584 



585 



N 



CA 



GLN 



803 



16.896 



TYR 



804 



15.455 



TYR 



804 



16.440 



58.911 



57.378 



56.352 



29.733 



30.473 



30.278 



586 



CB 



TYR 



804 



16.211 



55.236 



31 .272 



587 
588 



CG 
CD1 



TYR 
TYR 



804 
804 



16.847 
17.000 



55.463 
56.745 



32.612 
33.149 



589 
590 



CE1 



TYR 



804 



17.576 



56.924 



34.403 



591 



592 



CD2 



CE2 



CZ 



TYR 



804 



17.279 



TYR 



804 



17.842 



TYR 



804 



17.993 



54.382 



54.543 



55.802 



33.352 



34.590 



35.112 



593 



594 



OH 



TYR 



804 



18.526 



TYR 



804 



16.322 



55.969 



55.808 



36.371 



28.878 



595 
596 
597 
598 
599 
600 
601 



O 
N 

CA 
CB 
OG 



TYR 
SER 
SER 
SER 
SER 
SER 
SER 



804 
805 
805 
805 
805 
805 
805 



17.320 
15.085 
14.819 
1 3.733 
12.460 
14.439 
14.044 



55.564 
55.671 
55.079 
54.018 
54.582 
55.972 
55.457 



28.207 
28.427 
27.130 
27.296 
27.593 
25.956 
24.912 
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TABLE 11 (continued) 





THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRct IN COMPLEX WITH FP 


5 


ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 




602 


N 


TRP 


806 


14.563 


57.284 


26.086 




603 


CA 


TRP 


806 


14.169 


58.124 


24.968 


10 


604 


CB 


TRP 


806 


14.217 


59.619 


25.378 


605 


CG 


TRP 


806 


15.580 


60.225 


25.512 




606 


CD2 


TRP 


806 


16.283 


60.932 


24.488 




607 


CE2 


TRP 


806 


17.566 


61.242 


24.996 


JO 


608 


CE3 


TRP 


806 


15.941 


61.369 


23.202 




609 


CD1 


TRP 


806 


16.442 


60.117 


26.570 




610 


NE1 


TRP 


806 


17.644 


60.720 


26.265 


20 


611 1 


CZ2 


TRP 


806 


18.530 


61.913 


24.243 




612 


CZ3 


TRP 


806 


16.888 


62.037 


22.454 




613 


CH2 


TRP 


806 


18.166 


62.320 


22.983 




614 


C 


TRP 


806 


14.938 


57.847 


23.648 


25 


615 


O 


TRP 


806 


14.360 


57.934 


22.560 




616 


N 


MET 


807 


16.213 


57.477 


23.720 




617 


CA 


MET 


807 


16.948 


57.218 


22.482 


30 


618 


CB 


MET 


807 


18.447 


57.385 


22.706 




619 


CG 


MET 


807 


19.273 


57.315 


21 .430 




620 


SD 


MET 


807 


19.210 


58.799 


20.405 




621 


CE 


MET 


807 


20.498 


59.740 


21.131 


35 


622 


C 


MET 


807 


16.648 


55.813 


21 .956 




623 


O 


MET 


807 


16.531 


55.594 


20.746 




624 


N 


CYS 


808 


16.532 


54.861 


22.870 


40 


625 


CA 


CYS 


808 


16.219 


53.498 


22.483 




626 


CB 


CYS 


808 


15.888 


52.536 


23.651 




627 


C 


CYS 


808 


14.977 


53.612 


21.599 




628 


O 


CYS 


808 


14.928 


53.066 


20.498 


45 


629 


SG 


CYS 


808 


16.909 


52.717 


25.155 




630 


N 


LEU 


809 


13.995 


54.372 


22.084 




631 


CA 


LEU 


809 


12.724 


54.608 


21.393 


50 


632 


CB 


LEU 


809 


11.788 


55.409 


22.288 




633 


CG 


LEU 


809 


11.389 


54.821 


23.629 




634 


CD1 


LEU 


809 


10.765 


55.921 


24.466 


55 


635 


CD2 


LEU 


809 


10.440 


53.655 


23.429 


636 


C 


LEU 


809 


12.844 


55.364 


20.070 




637 


O 


LEU 


809 


12.258 


54.966 


19.068 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


atau TYPF 
Ml VJIVI 1 T rt 


RESIDUE 


RESIDUE # 


X 1 


Y 


Z J 


638 


M 
IN 


SER ! 


810 i 


13,564 j 


56.481 


20.102 


can I 

639 | 


pa 


SER 


810 I 


13.757 j 


57.322 


18.930 J 


640 | 


pr 1 


SER I 


810 I 


14.560 I 


58.614 


19.213 | 


C A -4 

641 


C \ 


SER S 


810 I 


14.486 I 


56.544 


17.826 


642 


C\ I 


SER 1 


810 j 


14.054 j 


56.542 


16.672 j 


C A O I 

b4o 1 


oft i 


SER ! 

\^ ui i i 


810 


13.900 I 


59.523 


20.087 


C A A 

644 ! 


M 

IN J 


SER 


811 j 


15.570 | 


55.852 


18.181 j 


C A C 

64b 


PA 1 


SER ! 


811 


16.311 j 


55.075 


17.189 j 


c ac 

646 | 


pr i 


SER 1 


811 I 


17.662 I 


54.604 


17.786 I 


C AT 

647 


p 


SER 


811 


15.555 [ 


53.823 


16.742 


C /I Q I 

o4o 


n 1 


SER 1 


811 


15.607 j 


53.465 


15.569 


o4y | 




SER 


811 


18.474 | 


53.915 


16.843 


O CA 1 

650 | 


IN 


PHE 1 

i 


812 j 


14.853 | 


53.150 


17.644 


651 1 


PA 


PHE 1 


812 I 


14.108 | 


51.963 


17.235 


j 652 | 


PR 1 


PHE 
• i ii— 


812 


13.521 


51 .232 


18.454 


653 




PHE 


812 


12.934 


49.891 


18.122 


654 




PHE 


812 


13.739 


48.872 


17.624 


655 


pno 


PHE 
i 1 1 1— 


812 


11.569 


49.676 


18.214 


! 656 


r*c1 
Utl 


PHP 


j 812 


13.195 


47.657 1 


17.222 


657 




PHF 


| 812 


11.011 


48.450 


17.812 


658 




PHE 
i 1 1 1— 


' 812 


1 1 .827 


47.446 


17.310 


1 659 




PHF 


i 812 


12.985 


52.339 


16.243 


j 660 


I u 


1 PHF 


! 812 


j 12.573 


51.528 


15.408 


661 


M 
IN 


1 ALA 


j 813 


12.495 


| 53.570 


16.323 


1 662 


PA 


1 ALA 


] 813 


11.446 


54.012 


15.416 


663 


i 


1 Al A 


j 813 


10.748 


I 55.228 


15.974 


| 664 


I p 


! ALA 


F 813 


12.025 


j 54.327 


14.038 


665 




i Al A 


I 813 


1 1 .487 


j 53.875 


13.025 


|~ 666 


! N 


1 El 1 


ft14 


i 13.104 


55.109 


13.987 


667 


1 CA 


1 [iu 


1 814 


1 13.724 


1 55.420 


12.700 


668 


1 CB 


] [iu 


1 814 


j 14.965 


1 56.293 


12.899 


669 


CG 


LEU 


814 


I 15.989 


56.573 


11.792 


1 670 


1 CD1 


j [iu 


| 814 


1 15.697 


1 57.812 


10.905 


671 


CD2 


LEU 


814 


17.278 


I 56.803 


12.556 


672 


C 


LEU 


I 814 


14.079 


54.080 


12.050 


I 673 


1 " 0 


1 [iu 


1 814 


1 13.740 


1 53.851 


10.888 



674 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


674 


N 


SER 


815 


14.728 


53.177 


12.790 


675 


CA 


SER 


815 


15.034 


51.888 


12.204 


676 


C 


SER 


815 


13.831 


51.476 


11.361 


677 


O 


SER 


815 


13.916 


51.310 


10.148 


678 


CB 


SER 


815 


15.238 


50.928 


13.368 


679 


OG 


SER 


815 


15.627 


49.668 


12.894 


680 


N 


TRP 


816 


12.685 


51.361 


12.019 


681 


CA 


TRP 


816 


11.434 


50.978 


11.379 


682 


CB 


TRP 


816 


10.315 


51.055 


12.403 


683 


CG 


TRP 


816 


9.047 


50.515 


11.895 


684 


CD2 


TRP 


816 


8.731 


49.134 


11.739 


685 


CE2 


TRP 


816 


7.411 


49.065 


11.243 


686 


CE3 


TRP 


816 


9.462 


47.951 


11.926 


687 


CD1 


TRP 


816 


7.930 


51.215 


11.522 


688 


NE1 


TRP 


816 


6.939 


50.341 


11.139 


689 


CZ2 


TRP 


816 


6.775 


47.845 


10.988 


690 


CZ3 


TRP 


816 


8.835 


46.731 


11.667 


691 


CH2 


TRP 


816 


7.504 


46.690 


11.180 


692 


C 


TRP 


816 


11.010 


51 .780 


10.145 


693 


O 


TRP 


816 


10.683 


51.213 


9.110 


694 


N 


ARG 


817 


10.969 


53.099 


10.266 


695 


CA 


ARG 


817 


1 0.557 


53.921 


9.143 


696 


CB 


ARG 


817 


1 0.573 


55.403 


9.531 


697 


CG 


ARG 


817 


9.526 


55.805 


10.563 


698 


CD 


ARG 


817 


9.295 


57.307 


10.536 


699 


NE 


ARG 


817 


10.508 


58.059 


10.853 


700 


CZ 


ARG 


817 


11.111 


58.023 


12.035 


701 


NH1 


ARG 


817 


10.639 


57.318 


13.120 


702 


NH2 


ARG 


817 


12.266 


58.742 


12.185 


703 


C 


ARG 


817 


11.509 


53.676 


7.978 


704 


O 


ARG 


817 


11.117 


53.731 


6.809 


705 


N 


SER 


818 


12.756 


53.381 


8.314 


706 


CA 


SER 


818 


13.786 


53.127 


7.321 


707 


CB 


SER 


818 


15.145 


53.168 


7.986 


708 


OG 


SER 


818 


15.502 


54.445 


8.498 


709 


C 


SER 


818 


13.614 


51.810 


6.609 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE I 


RESIDUE | 


RESIDUE* | 


X | 


Y I 


Z 


710 


O | 


SER I 


818 I 


13.688 I 


51 .727 I 


5.385 


711 


N I 


TYR | 


819 | 


13.409 | 


50.767 | 


7.383 


712 


CA | 


TYR I 


819 [ 


13.229 | 


49.477 ~T 


6.787 


713 


CB | 


TYR | 


819 I 


13.071 | 


48.486 ~T 


7.923 


714 


CG I 


TYR [ 


819 1 


12.184 | 


47.309 j 


7.698 


715 


CD1 | 


TYR | 


819 I 


12.514 I 


46.302 | 


6.796 


716 


CE1 I 


TYR I 


819 I 


11.782 | 


45.115 


6.751 


717 


CD2 | 


TYR 


819 I 


11.087 j 


47.115 


8.532 


718 


CE2 | 


TYR | 


819 I 


10.353 | 


45.948 j 


8.494 


719 


cz I 


TYR I 


819 I 


1 0.704 I 


44.948 | 


7.616 


720 


OH I 


TYR 


819 


9.962 I 


43.786 


7.582 


721 


C I 


TYR I 


819 


12.008 I 


49.556 


5.874 


1 722 


o I 


TYR | 


819 | 


12.083 | 


49.263 | 


4.685 


723 


N 


LYS I 


820 


10.905 


50.032 


6.412 


724 


CA 


LYS 


820 1 


9.666 


50.118 


5.652 


725 


CB 


LYS 


820 


8.555 


50.467 


6.636 


I 726 


CG 


LYS 


820 


7.247 


50.738 


5.915 


727 


CD 


LYS 


820 


6.567 


49.442 


5.644 


72a 


C 


LYS 


j 820 


, 9.616 


51.061 


4.440 


] 729 


0 


LYS 


820 


8.699 


50.967 


3.621 


| 730 


CE 


LYS 


820 


5.244 


49.709 


4.914 


731 


NZ 


LYS 


820 


4.568 


I 48.428 


4.643 


732 


N 


I HIS 


821 


10.606 


j 51 .940 


4.292 


733 


CA 


HIS 


821 


10.583 


52.921 


3.208 


734 




CB 


HIS 


] 821 


j 10.437 


54.309 


3.843 


J 735 


C 


HIS 


821 


| 11.787 


j 52.899 


2.268 


736 


0 


I HIS 


821 


12.029 


I 53.863 


1 .545 


| 737 


CG 


I HIS 


821 


9.186 


55.009 


3.400 


738 


ND1 


HIS 


821 


8.237 


54.502 


2.516 


739 


CD2 


1 HIS 


j 821 


I 8.840 


| 56.279 


| 3.843 


740 


CE1 


| HIS 


821 


| 7.366 


I 55.529 


2.498 


741 


NE2 


HIS 


821 


7.651 


56.623 


3.254 


I 742 


N 


1 THR 


j 822 


1 12.538 


J 51.803 


I 2.266 


743 


CA 


THR 


822 


13.716 


51.707 


1.413 


744 


CB 


1 THR 


1 822 


1 14.564 


| 52.989 


| 1.506 


745 


C 


THR 


822 


14.547 


50.512 


1 .846 



676 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


746 


O 


THR 


822 


15.775 


50.564 


1.832 


747 


OG1 


THR 


822 


13.817 


54.114 


1.061 


748 


CG2 


THR 


822 


15.853 


53.021 


0.656 


749 


N 


ASN 


823 


13.871 


49.445 


2.243 


750 


CA 


ASN 


823 


14.534 


48.220 


2.692 


751 


CB 


ASN 


823 


15.012 


47.386 


1.485 


752 


C 


ASN 


823 


15.748 


48.439 


3.611 


753 


0 


ASN 


823 


16.647 


47.601 


3.634 


754 


CG 


ASN 


823 


13.948 


46.974 


0.462 


755 


OD1 


ASN 


823 


13.800 


47.565 


-0.598 


756 


ND2 


ASN 


823 


13.160 


45.972 


0.742 


757 


N 


SER 


824 


15.808 


49.544 


4.349 


758 


CA 


SER 


824 


16.954 


49.752 


5.244 


759 


CB 


SER 


824 


17.191 


48.480 


6.076 


760 


C 


SER 


824 


18.265 


50.165 


4.543 


761 


O 


SER 


824 


19.360 


49.892 


5.060 


762 


OG 


SER 


824 


17.680 


47.386 


5.293 


763 


N 


GLN 


825 


18.143 


50.818 


3.385 


764 


CA 


GLN 


825 


19.282 


51 .297 


2.587 


765 


CB 


GLN 


825 


18.906 


51.322 


1.097 


766 


C 


GLN 


825 


19.584 


52.736 


3.015 


767 


O 


GLN 


825 


20.737 


53.162 


3.140 


768 


CG 


GLN 


825 


20.033 


51 .767 


0.108 


769 


CD 


GLN 


825 


19.715 


51.875 


-1.389 


770 


OE1 


GLN 


825 


20.556 


52.257 


-2.187 


771 


NE2 


GLN 


825 


18.517 


51.579 


-1.825 


772 


N 


PHE 


826 


18.496 


53.472 


3.223 


773 


CA 


PHE 


826 


18.522 


54.867 


3.621 


774 


CB 


PHE 


826 


17.631 


55.670 


2.652 


775 


C 


PHE 


826 


18.014 


54.998 


5.074 


776 


0 


PHE 


826 


17.453 


54.048 


5.623 


777 


CG 


PHE 


826 


18.000 


55.595 


1.162 


778 


CD1 


PHE 


826 


17.467 


54.574 


0.368 


779 


CD2 


PHE 


826 


18.910 


56.497 


0.605 


780 


CE1 


PHE 


826 


17.853 


54.445 


-0.962 


781 


CE2 


PHE 


826 


19.288 


56.374 


-0.729 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



Al Ulvl 


ATOM TYPE 

r\ 1 WIVI lire l 


RESIDUE T 


RESIDUE # [ 


X | 


Y 


Z | 


7QO 


P7 


PHE 1 


826 


18.762 I 


55.347 


-1.511 


7QQ 

foo j 


N 

1 


LEU 


827 ~T 


18.251 j 


56.154 


5.696 I 


-7QA i 


PA 


LEU ^ 


827 T 


17.788 [ 


56.453 


7.058 I 




PR 


LEU ! 


827 


18.886 I 


57.119 


7.902 


foo | 


pfi ! 


LEU 1 


827 j 


19.920 J" 


56.225 


8.582 


707 
/Of 


pni 


LEU 1 


827 


20.807 I 


57.060 


9.505 


7QQ 

7oo J 




LEU ! 


827 j 


19.202 T 


55.145 


9.369 j 




p 1 


LEU 1 


827 1 


16.669 I 


57.452 


6.843 


790 


u 


1 EU 


827 \ 


16.913 | 


58.551 


6.372 j 


7Qi S 


M 


TYR 1 

111! | 


828 [ 


15.441 [ 


57.090 


7.191 | 


7QO 


PA i 


TYR 1 


828 


14.331 | 


58.004 


6.948 I 


79o > 


PR 


TYR 1 


828 1 


13.148 j 


57.169 


6.351 


794 


P 


TYR 


828 


13.884 | 


58.813 


8.148 


-rrvf- f 

795 




TYR i 


828 


12.825 J 


58.556 


8.710 


79b 


pp 1 


TYR 1 


828 


13.150 J 


57.149 


4.832 j 


79/ 


pm I 


TYR 

I lit 


828 


14.257 


56.721 


4.017 I 


TOO 

79o 


rno 


TYR 

I lit 


828 


11.970 


57.613 


4.164 


799 


PP1 1 


TYR 
■ ■■I 


828 


14.156 


56.768 


2.578 | 


o r\ A 

800 




TYR 

1 111 


828 


11.858 


57.630 


2.734 


801 


i P7 


TYR 

| lilt 


828 


12.951 


57.195 


1.913 j 


I 802 


I PiH 

un 


TYR 
i i 1 1 1 


1 828 


12.850 


| 57.211 


0.539 j 


[ oOo 


r M 


1 PHE 

III *w 


829 


| 14.660 


59.812 


8.535 J 


on /i 
oU4 


PA 


1 PHE 

ill t» 


829 


| 14.262 


60.597 


9.684 | 


805 




! PHE 


I 829 


I 15.320 


61.671 


9.972 


one 
i oUo 


! Pd 


1 PHE 

iti i 


I 829 


] 1 6.625 


61.104 


10.525 J 


807 


pni 


> PHE 


! 829 


| 17.590 


60.544 


9.688 I 


808 




1 PHE 

l ill i— 


829 


j 16.893 


61.149 


11.891 


O Art 

809 


1 PF1 


' PHE 


| 829 


j 18.803 


60.037 


10.205 


810 


CE2 


PHE 


829 


18.093 


60.642 


12.411 


811 


1 CZ 


1 Phil 


1 829 


1 19.049 


60.094 


11.567 


812 


I ^ 


1 phI 


1 829 


1 12.815 


61.141 


9.542 


813 


1 ° 


1 phI 


1 829 


1 12.088 


61.226 


10.530 


814 




1 ALA 


1 830 


1 12.389 


61.465 


8.323 


815 


1 CA 


1 ALA 


1 830 


1 11.012 


61.912 


8.054 


816 


j CB 


ALA 


1 830 


| 10.922 


63.421 


8.091 


817 


C 


ALA 


830 


10.751 


61.380 


6.641 



678 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRot IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


818 


O 


ALA 


830 


11.690 


61.306 


5.852 


819 


N 


PRO 


831 


9.507 


60.970 


6.295 


820 


CD 


PRO 


831 


8.262 


60.670 


7.030 


821 


CA 


PRO 


831 


9.417 


60.478 


4.911 


822 


CB 


PRO 


831 


7.961 


60.011 


4.804 


823 


CG 


PRO 


831 


7.665 


59.539 


6.198 


824 


C 


PRO 


831 


9.790 


61.542 


3.867 


825 


O 


PRO 


831 


9.926 


61.245 


2.674 


826 


N 


ASP 


832 


9.977 


62.772 


4.352 


827 


CA 


ASP 


832 


10.339 


63.935 


3.539 


828 


CB 


ASP 


832 


9.543 


65.143 


3.974 


829 


CG 


ASP 


832 


10.046 


65.683 


5.300 


830 


OD1 


ASP 


832 


10.054 


64.891 


6.255 


831 


OD2 


ASP 


832 


10.454 


66.863 


5.392 


832 


C 


ASP 


832 


11.798 


64.340 


3.753 


833 


O 


ASP 


832 


12.284 


65.254 


3.090 


834 


N 


LEU 


833 


12.472 


63.722 


4.713 


835 


CA 


LEU 


833 


13.861 


64.082 


4.992 


836 


CB 


LEU 


833 


13.930 


64.909 


6.282 


837 


CG 


LEU 


833 


15.281 


65.514 


6.662 


838 


CD1 


LEU 


833 


16.340 


64.441 


6.845 


839 


CD2 


LEU 


833 


15.696 


66.464 


5.573 


840 


C 


LEU 


833 


14.716 


62.823 


5.121 


841 


O 


LEU 


833 


14.824 


62.254 


6.207 


842 


N 


VAL 


834 


15.334 


62.407 


4.019 


843 


CA 


VAL 


834 


16.158 


61.190 


3.977 


844 


CB 


VAL 


834 


15.808 


60.368 


2.693 


845 


C 


VAL 


834 


17.674 


61.416 


3.967 


846 


0 


VAL 


834 


18.170 


62.415 


3.448 


847 


CG1 


VAL 


834 


16.396 


60.934 


1.376 


848 


CG2 


VAL 


834 


14.282 


60.184 


2.512 


849 


N 


PHE 


835 


18.416 


60.488 


4.560 


850 


CA 


PHE 


835 


19.854 


60.616 


4.494 


851 


CB 


PHE 


835 


20.630 


60.228 


5.745 


852 


C 


PHE 


835 


20.280 


59.596 


3.485 


853 


0 


PHE 


835 


20.286 


58.387 


3.725 



679 



EP 1 375 517 A1 



TABLE 11 (continued) 



35 



40 



^ii3t ^ OF THE CRYSTAL 

THREE DlMtNo STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 



ATOM TYPE 



45 



50 



55 



854 
855 
856 
857 
858 
859 
860 
861 
862 
863 
864 
865 
866 
867 
868 
869 
870 
871 
872 
873 
874 
875 
876 
877 
878 
879 
880 
881 
882 
883 
884 
885 
886 
887 
888 
889 



CG 

CD1 
~CD2 

CE1 

CE2 
CZ 
N 
CA 
CB 

~CG 
OD1 
ND2 



N 
CA 
CB 
~CG 
"CD 
OE1 
OE2 



N 
CA 
CB 
CG 
CD 
OE1 



OE2 
N 
CA 
CB 
CG 



RESIDUE I RESIDUE # 



835 
835 
835 
835 
835 
835 
836 
836 
836 
836 
836 
836 
836 
836 
837 
837 
837 
837 
837 
837 
837 
837 
837 
838 
838 
838 
838 
838 
838 
838 
838 
838 
839 
839 
839 
839 



PHE 
PHE 
PHE 
PHE 
PHE 
PHE 
ASN 
ASN 
ASN 
ASN 
ASN 
ASN 
ASN 
ASN 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
GLU 
LYS 
LYS 
LYS 
LYS 



20.548 
19.878 
21.319 
20.101 
21 .570 
21 .027 
20.603 
21 .032 
20.450 
20.793 
21 .630 
20.115 
22.534 
23.249 
22.949 
24.329 
24.396 
25.840 
26.031 
26.427 
25.794 
25.227 
26.416 
24.647 
25.378 
24.642 
25.038 
26.168 
27.334 
25.407 
26.369 
25.730 
24.345 
24.288 
22.863 
22.311 



Y 

61.224 
62.496 
60.857 
63.432 
61 .796 
63.115 
60.152 
59.451 
60.127 
61 .596 
62.058 
62.368 
59.501 
60.240 
58.760 
58.541 
57.808 
57.675 
57.213 
58.052 
56.012 
59.722 
59.668 
60.782 
61 .978 
62.790 
62.639 
61.663 
61.821 
62.686 
63.362 
60.547 
62.521 
63.151 
63.198 
64.577 



6.842 
6.797 
7.977 
7.850 
9.005 
8.896 
2.328 
1.146 
-0.060 
-0.078 
0.693 
-1 .049 
0.992 
1.687 
-0.032 
-0.415 
-1.742 
-2.174 
-3.602 
-4.450 
-3.869 
-0.535 
-0.228 
-1 .040 
-1 .248 
-2.263 
-3.742 
-4.134 
-3.776 
0.081 
0.419 
-4.780 
0.845 
2.151 
2.639 
2.459 
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TABLE 1 1 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRct IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


890 


CD 


LYS 


839 


20.763 


64.663 


2.497 


891 


C 


LYS 


839 


25.096 


62.361 


3.137 


892 


O 


LYS 


839 


25.659 


62.856 


4.103 


893 


CE 


LYS 


839 


20.171 


65.129 


3.825 


894 


NZ 


LYS 


839 


18.664 


65.315 


3.753 


895 


N 


MET 


840 


25.122 


61.087 


2.878 


896 


CA 


MET 


840 


25.789 


60.159 


3.731 


897 


CB 


MET 


840 


25.603 


58.818 


3.159 


898 


CG 


MET 


840 


25.733 


57.886 


4.225 


899 


SD 


MET 


840 


25.047 


58.641 


5.697 


900 


CE 


MET 


840 


24.686 


57.251 


6.529 


901 


C 


MET 


840 


27.226 


60.385 


3.766 


902 


O 


MET 


840 


28.007 


59.936 


4.606 


903 


N 


HIS 


841 


27.573 


61.081 


2.751 


904 


CA 


HIS 


841 


28.906 


61.294 


2.575 


905 


CB 


HIS 


841 


29.072 


61.097 


1.163 


906 


C 


HIS 


841 


29.329 


62.646 


3.089 


907 


O 


HIS 


841 


30.409 


63.072 


2.743 


908 


CG 


HIS 


841 


30.015 


59.972 


0.852 


909 


ND1 


HIS 


841 


30.678 


59.182 


1.788 


910 


CD2 


HIS 


841 


30.332 


59.596 


-0.446 


911 


CE1 


HIS 


841 


31 .356 


58.365 


0.960 


912 


NE2 


HIS 


841 


31.210 


58.546 


-0.381 


913 


N 


GLN 


842 


28.541 


63.372 


3.892 


914 


CA 


GLN 


842 


29.156 


64.615 


4.349 


915 


CB 


GLN 


842 


28.132 


65.700 


4.833 


916 


C 


GLN 


842 


30.070 


64.165 


5.438 


917 


O 


GLN 


842 


30.086 


62.991 


5.841 


918 


CG 


GLN 


842 


27.078 


65.394 


5.944 


919 


CD 


GLN 


842 


27.589 


65.356 


7.401 


920 


OE1 


GLN 


842 


28.755 


65.223 


7.682 


921 


NE2 


GLN 


842 


26.648 


65.484 


8.434 


922 


N 


SER 


843 


30.830 


65.108 


5.957 


923 


CA 


SER 


843 


31 .759 


64.768 


7.003 


924 


CB 


SER 


843 


32.336 


66.099 


7.608 


925 


C 


SER 


843 


31.391 


63.778 


8.034 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OFTHE CRYSTAL 



ATOM | 


ATOM TYPE | 


RESIDUE | 


RESIDUE* | 


X | 


Y | 


Z | 


926 I 


O I 


SER 1 


843 1 


31 .420 


62.553 I 


7.872 


927 ~T 


OG I 


SER 1 


843 1 


33.011 | 


66.917 | 


6.653 


928 I 


N ~ T 


ALA 1 


844 1 


30.999 I 


64.345 | 


9.132 


929 I 


CA | 


ALA ] 


844 1 


30.810 I 


63.473 | 


10.210 J 


930 I 


CB I 


ALA | 


844 1 


31 .009 | 


64.296 | 


11.460 


931 [ 


c I 


ALA 1 


844 [ 


29.573 | 


62.635 I 


10.269 I 


1 932 | 


0 | 


ALA 1 


844 1 


29.221 I 


62.183 | 


11.333 I 


1 933 | 


N I 


MET | 


845 1 


28.968 I 


62.331 I 


9.135 I 


934 | 


CA I 


MET 1 


845 1 


27.710 I 


61.611 I 


9.171 


935 I 


CB 


MET f 


845 [ 


26.946 [ 


61.885 [ 


7.902 I 


1 936 | 


CG I 


MET 1 


845 1 


25.462 J 


61.900 | 


8.075 | 


1 937 1 


SD I 


MET 1 


845 1 


24.889 | 


63.585 | 


7.922 I 


938 1 


CE I 


MET J 


845 J 


24.327 


63.891 


9.531 


1 939 


c I 


Mir 


845 | 


27.725 | 


60.135 


9.325 I 


1 940 


o 


MET 1 


845 1 


27.067 


59.529 


10.174 




N J 


TYR 


846 


28.451 


59.556 


8.404 


942 


CA 


TYR 


846 


28.495 


58.155 


8.351 


943 


CB 


TYR 


846 


29.415 


57.741 


7.245 


944 


CG 


TYR 


846 


29.192 


56.313 


7.082 


945 


CD1 


TYR 


846 


28.044 


55.867 


6.448 


| 946 


cii 


TYR 


846 


27.676 


54.551 


6.503 


947 


CD2 


TYR 


846 


29.983 


55.399 


7.763 


948 


cii 


TYR 


846 


29.627 


54.082 


7.832 


| 949 


1 cz 


TYR 


| 846 


| 28.470 


I 53.663 


| 7.203 


950 


1 OH 


TYR 


846 


28.093 


| 52.340 


7.273 


951 


1 C 


TYR 


846 


I 28.882 


I 57.431 


9.614 


952 


o 


TYR 


846 


28.392 


56.346 


9.902 


953 


N 


GLU 


847 


29.778 


58.022 


10.375 


954 


1 CA 


] GLU 


1 847 


30.229 


1 57.375 


I 11.588 


955 


1 CB 


] GLU 


1 847 


31 .460 


| 58.107 


I 12.190 


956 


C 


GLU 


847 


29.169 


57.332 


12.645 


957 


1 0 


1 GLU 


1 847 


29.200 


1 56.488 


1 13.527 


I 958 


"1 CG 


1 GLU 


1 847 


32.714 


1 58.107 


1 TL274 


959 


CD 


GLU 


847 


32.724 


59.178 


10.124 


| 960 


| oil 


1 GLU 


1 847 


31 .953 


I 60.136 


1 10.244 


961 


OE2 


GLU 


847 


33.520 


58.935 


9.212 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


962 


N 


LEU 


848 


28.273 


58.308 


12.559 


963 


CA 


LEU 


848 


27.154 


58.520 


13.459 


964 


CB 


LEU 


848 


26.290 


59.841 


13.644 


965 


C 


LEU 


848 


25.982 


57.658 


12.978 


966 


0 


LEU 


848 


25.422 


56.844 


13.718 


967 


CG 


LEU 


848 


26.887 


61.083 


14.323 


968 


CD1 


LEU 


848 


27.925 


61.493 


13.330 


969 


CD2 


LEU 


848 


26.178 


62.437 


14.532 


970 


N 


CYS 


849 


25.650 


57.839 


11.701 


971 


CA 


CYS 


849 


24.532 


57.155 


11.019 


972 


CB 


CYS 


849 


24.405 


57.671 


9.579 


973 


SG 


CYS 


849 


23.678 


59.351 


9.531 


974 


C 


CYS 


849 


24.543 


55.623 


10.958 


975 


O 


CYS 


849 


23.506 


54.988 


10.769 


976 


N 


GLN 


850 


25.715 


55.048 


11.133 


977 


CA 


GLN 


850 


25.944 


53.608 


11.062 


978 


CB 


GLN 


850 


27.406 


53.378 


11.325 


979 


CG 


GLN 


850 


27.924 


51.916 


11.314 


980 


C 


GLN 


850 


25.184 


52.763 


12.043 


981 


0 


GLN 


850 


24.733 


51 .634 


1 1 .793 


982 


CD 


GLN 


850 


27.809 


51 .215 


12.681 


983 


OE1 


GLN 


850 


27.149 


50.200 


12.827 


984 


NE2 


GLN 


850 


28.565 


51.802 


13.727 


985 


N 


GLY 


851 


25.145 


53.330 


13.217 


986 


CA 


GLY 


851 


24.522 


52.700 


14.298 


987 


C 


GLY 


851 


23.106 


52.528 


1 4.083 


988 


0 


GLY 


851 


22.547 


51.454 


14.255 


989 


N 


MET 


852 


22.519 


53.591 


13.607 


990 


CA 


MET 


852 


21.140 


53.494 


13.346 


991 


CB 


MET 


852 


20.608 


54.871 


13.110 


992 


CG 


MET 


852 


20.424 


55.544 


14.421 


993 


SD 


MET 


852 


21.486 


56.946 


14.587 


994 


CE 


MET 


852 


20.673 


58.004 


1 3.550 


995 


C 


MET 


852 


20.810 


52.578 


12.197 


996 


0 


MET 


852 


19.837 


51.835 


12.279 


997 


N 


HIS 


853 


21.612 


52.609 


11.129 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OFTHE CRYSTAL 



ATOM 


ATOM TYPE 1 


RESIDUE T 


RESIDUE # |" 


X 


Y | 


Z 


QQft I 
yyo 


CA 1 


his ~" r 


853 | 


21 .304 


51 .767 T 


9.970 j 


QQQ I 


CB 1 


HIS 1 


853 1 


22.420 


52.169 j 


8.960 J 


1 oon i 


c ! 


HIS | 


853 j 


21 .379 


50.345 j 


10.421 I 


1 1 nm 

I UU I 


0 1 


HIS 1 


853 1 


20.659 


49.469 


9.951 


I 1 oop 


CG 1 


HIS | 


853 1 


22.400 


51.593 j 


7.579 j 


1 oo^ 


ND1 I 


Hli j 


853 [ 


23.387 


50.809 T 


7^081 j 


' 1 004 


CD2 j 


HIS 1 


853 1 


21 .537 


51.981 1 


6.514 


1 005 1 


CE1 ! 


HIS j 


853 j 


23.138 


50.710 | 


5.752 j 


1 oor 

I uuo 


NE2 ! 


HIS 1 


853 1 


21.998 


51.423 I 


5.314 j 




n i 


GLN [ 


854 [ 


22.262 | 


50.110 j 


11.355 I 


; 1 0Oft 


CA 1 


GLN 1 


854 1 


22.339 I 


48.801 1 


11.876 I 


I 1 00Q I 


CB 1 


GLN [ 


854 J 


23.440 f 


48.628 [ 


12.964 | 


1010 I 
j IU1U 


C 1 


GLN 1 


854 


20.984 


48.364 


12.473 j 


1011 
I U I I 


0 1 


GLN 1 


854 | 


20.608 J 


47.196 | 




1 i m o ■ 


CG 


GLN 


854 | 


24.048 


47.211 


13.119 | 


101^ 
I U I o 


CD 1 


GLN 


854 


23.110 


46.185 


1 3.774 I 


1014 


OE1 


GLN 


854 ■ 


22.675 


45.231 


13.152 j 


I 1 om 

I U I o 


NE2 


GLN 


854 


22.838 


46.395 


15,146 I 


1 fi1 ft 
j 1 U I D 


N 


ILE 


1 855 


j 20.241 


49.258 


13.103 I 


i ini7 

1U I » 


1 CA 


ILE 


855 


19.007 


48.728 


13.636 | 


I 101ft 

| IU IO 


1 CB 


il! 


855 


1 8.540 


49.626 


14.847 [ 


1 m q 
I i u i y 


1 C 


ILE 


855 


1 8.008 


48.491 


12.500 | 


I 1fi90 
l U^U 


1 0 


1 ^ 


j 855 


17.340 


] 47.453 


j 12.470 j 


I 1 091 


! CG2 


ILE 


855 


18.443 


51.150 


14.670 




I CG1 


1 ^ 


j 855 


1 17.328 


I 49.137 


1 15.655 


I 1 09*3 
I \Jc.O 


1 CD1 


1 ^ 


1 855 


1 17.540 


1 47.71 8 


16.167 


' 1 C\OA 
1 U^*f 


N 


1 sii 


1 856 


1 17.957 


1 49.403 


1 lT.534 


1 1025 


T CA 


SER 


1 856 


1 17.062 


1 49.251 


10.377 


1026 


1 ci 


1 SER 


1 856 


j 17.225 


1 50.415 


9.416 


1027 


] OG 


"j sIr 


j 856 


"j 16.618 


"j 50.174 


8.183 


1028 


C 


SER 


856 


17.331 


47.979 


9.573 


1029 


1 ° 


1 siS 


1 85(5 


1 16.412 


1 47.323 


9.066 


1030 


1 ^ 


j [iu 


1 857 


1 18.611 


1 47.666 


9.421 


1031 


1 CA 


1 [iu 


1 857 


1 19.038 


1 46.485 


8.683 


1032 


1 CB 


1 [iu 


1 857 


1 20.575 


1 46.447 


8.642 


1033 


1 ° 


1 [iu 


1 857 


1 18.502 


1 45.237 


9.374 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRct IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1034 


O 


LEU 


857 


17.965 


44.322 


8.748 


1035 


CG 


LEU 


857 


21 .320 


47.661 


8.023 


1036 


CD1 


LEU 


857 


22.829 


47.385 


7.974 


1037 


CD2 


LEU 


857 


20.812 


48.015 


6.616 


1038 


N 


GLN 


858 


18.650 


45.240 


10.691 


1039 


CA 


GLN 


858 


18.238 


44.144 


11.542 


1040 


CB 


GLN 


858 


18.684 


44.468 


12.954 


1041 


CG 


GLN 


858 


19.288 


43.311 


1 3.700 


1042 


CD 


GLN 


858 


20.205 


42.435 


12.870 


1043 


OE1 


GLN 


858 


20.787 


42.893 


11.862 


1044 


C 


GLN 


858 


16.746 


43.849 


11.479 


1045 


O 


GLN 


858 


16.340 


42.686 


11.548 


1046 


NE2 


GLN 


858 


20.290 


41.153 


13.122 


1047 


N 


PHE 


859 


15.939 


44.899 


11.363 


1048 


CA 


PHE 


859 


14.487 


44.761 


1 1 .249 


1049 


CB 


PHE 


859 


13.657 


46.030 


11.128 


1050 


C 


PHE 


859 


14.240 


44.094 


9.903 


1051 


O 


PHE 


859 


13.519 


43.102 


9.792 


1052 


CG 


PHE 


859 


1 3.725 


46.803 


12.385 


1053 


CD1 


PHE 


859 


14.553 


46.478 


13.511 


1054 


CD2 


PHE 


859 


12.875 


47.932 


12.422 


1055 


CE1 


PHE 


859 


14.586 


47.350 


14.620 


1056 


CE2 


PHE 


859 


1 2.808 


48.720 


13.599 


1057 


CZ 


PHE 


859 


13.718 


48.480 


14.649 


1058 


N 


VAL 


860 


14.871 


44.645 


8.879 


1059 


CA 


VAL 


860 


14.758 


44.135 


7.528 


1060 


CB 


VAL 


860 


15.677 


44.943 


6.610 


1061 


C 


VAL 


860 


15.115 


42.651 


7.454 


1062 


O 


VAL 


860 


14.315 


41.819 


7.012 


1063 


CG1 


VAL 


860 


15.273 


46.430 


6.469 


1064 


CG2 


VAL 


860 


15.831 


44.420 


5.154 


1065 


N 


ARG 


861 


16.326 


42.334 


7.893 


1066 


CA 


ARG 


861 


1 6.825 


40.972 


7.892 


1067 


CB 


ARG 


861 


18.162 


40.913 


8.593 


1068 


CG 


ARG 


861 


18.870 


39.604 


8.405 


1069 


CD 


ARG 


861 


19.848 


39.390 


9.514 
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TABLE 11 (continued) 



10 



15 



20 



25 



30 
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THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OFTHE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATTHVVI TYPF 1 
A 1 \JNi 1 TrC j 


RESIDUE 


RESIDUE # 


X | 


Y 1 


Z J 


1 070 


MP 


ARG I 


861 


19.228 I 


38.616 I 


10.571 


1071 




ARG 


861 


19.711 r 


38.535 f 


11.801 


1 1 072 j 


iMn i 


ARG 1 


861 


20.935 j 


39.043 j 


12.107 I 


| 1 073 




ARG 


861 


19.004 | 


37.885 I 


12.767 j 


1 074 


o ! 


ARG 1 


861 j 


15.898 T 


40.026 I 


8,614 I 


I 1 075 i 


pt j 


ARG 


861 ' 


15.741 I 


38.865 \ 


8.228 | 


[ 1 076 | 


M 


LEU 


862 j 


15.297 [ 


40.508 | 


9.689 j 


I 1077 


p A ! 


1 Fli 1 


862 ! 


14.413 j 


39.666 j 


10.468 | 


1 078 


pD 1 


1 FU 1 


862 I 


14.535 | 


40.041 I 


11.944 


I 1 079 ! 




LEU 


862 | 


15.646 j 


39.262 | 


12.636 j 


1 080 


PHI 


1 FU 


862 I 


15.630 I 


39.590 | 


14.115 J 


1081 


PH9 1 


LEU 1 


862 [ 


15.417 | 


37.773 | 


12.426 | 


S 1 082 | 


O | 


1 FU i 


862 | 


12.952 I 


39.682 I 


10.028 j 


j 1083 




LEU 1 
i 


862 


12.119 | 


38.979 | 


10.620 I 


! 1084 ! 




Gl N 


863 


12.680 ~H 


40.448 J 


8.965 I 


1085 


OA 


Gl N 


863 


11.340 | 


40.653 


8.392 j 


I 1086 


Ob 


Gl N 


863 


10.916 


39.504 


7.457 


1087 


pp 
Ova 


GL N 


863 


11.428 


39.629 


5.993 


1088 


pr\ 
OU 


Gl N 


863 


10.976 


i 40.915 


; 5.273 


P 1089 


Obi 




863 


11.805 


41 .700 


4.789 


1 090 


IN tii 


1 GLN 


| 863 


9.586 


41.107 


5.109 


1091 


? C 


1 PI M 


I 863 


10.351 


40.827 


9.514 


! 1092 


| pi 


1 filN 


! 863 


9.407 


j 40.053 


j 9.670 


1093 


M 

IN 


i 1 FU 


I 864 


10.596 


41 .870 


10.296 


1 ^ pi r> ji 

1094 


1 OA 


! 1 FU 


\ 864 


| 9.779 


j 42.199 


| 11.447 


1095 


1 OR 
1 ***** 


! LEU 


864 


I 10.528 


43.160 


12.410 


I 1096 


i p 

i o 


' 1 FU 


i 864 


8.415 


42.778 


11.107 


1 1097 




i LFU 


j 864 


8.271 


43.751 


10.368 


I 10Q8 


! CG 


1 [iu 


1 864 


1 1 1 .894 


1 42.701 


1 12.985 


1099 


1 CD1 


1 [iu 


1 864 


1 12.416 


1 43.734 


1 13.994 


1100 


1 CD2 


1 [iu 


1 864 


1 11.824 


1 41.317 


1 13.651 


1101 


I ^ 


1 THR 


1 865 


1 7.429 


j 42.112 


] 11.694 


1102 


1 CA 


1 THR 


1 865 


1 5.996 


1 42.362 


11.621 


1103 


1 CB 


1 THR 


1 865 


1 5.338 


1 41.183 


1 12.351 


1104 


1 ^ 


1 THR 


1 865 


1 5.650 


1 43.704 


I 12.299 


1105 


j 0 


j THR 


1 865 


1 6.383 


1 44.157 


1 13.177 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1106 


OG1 


THR 


865 


5.645 


39.958 


11.697 


1107 


CG2 


THR 


865 


3.796 


41.202 


12.431 


1108 


N 


PHE 


866 


4.549 


44.344 


11.902 


1109 


CA 


PHE 


866 


4.179 


45.602 


12.542 


1110 


CB 


PHE 


866 


2.971 


46.256 


11.885 


1111 1 


CG 


PHE 


866 


2.764 


47.665 


12.387 


1112 


CD1 


PHE 


866 


3.849 


48.527 


12.499 


1113 


CE1 


PHE 


866 


3.698 


49.840 


12.880 


1114 


CD2 


PHE 


866 


1.491 


48.163 


12.686 


1115 


CE2 


PHE 


866 


1.325 


49.499 


13.076 


1116 


CZ 


PHE 


866 


2.443 


50.328 


13.161 


1117 


C 


PHE 


866 


3.810 


45.338 


13.983 


1118 


O 


PHE 


866 


4.164 


46.095 


14.882 


1119 


N 


GLU 


867 


3.068 


44.261 


14.198 


1120 


CA 


GLU 


867 


2.654 


43.934 


15.538 


1121 


CB 


GLU 


867 


1.665 


42.778 


15.514 


1122 


CG 


GLU 


867 


0.327 


43.271 


15.008 


1123 


CD 


GLU 


867 


-0.811 


42.319 


15.281 


1124 


OE1 


GLU 


867 


-0.557 


41.199 


15.789 


1125 


OE2 


GLU 


867 


-1 .968 


42.697 


14.982 


1126 


C 


GLU 


867 


3.868 


43.646 


16.384 


1127 


O 


GLU 


867 


4.059 


44.288 


17.417 


1128 


N 


GLU 


868 


4.698 


42.705 


15.947 


1129 


CA 


GLU 


868 


5.907 


42.402 


16.692 


1130 


CB 


GLU 


868 


6.830 


41.522 


15.870 


1131 


CG 


GLU 


868 


6.445 


40.076 


15.819 


1132 


CD 


GLU 


868 


7.082 


39.394 


14.633 


1133 


OE1 


GLU 


868 


7.563 


40.120 


1 3.738 


1134 


OE2 


GLU 


868 


7.098 


38.145 


14.578 


1135 


C 


GLU 


868 


6.639 


43.703 


17.021 


1136 


O 


GLU 


868 


7.153 


43.870 


18.127 


1137 


N 


TYR 


869 


6.682 


44.620 


16.057 


1138 


CA 


TYR 


869 


7.362 


45.912 


16.220 


1139 


CB 


TYR 


869 


7.334 


46.717 


14.917 


1140 


CG 


TYR 


869 


7.566 


48.214 


15.110 


1141 


CD1 


TYR 


869 


8.841 


48.707 


15.377 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1142 


CE1 


TYR 


869 


9.078 


50.090 


15.512 


1143 


CD2 


TYR 


869 


6.518 


49.135 


14.988 


1144 


CE2 


TYR 


869 


6.741 


50.522 


15.121 


1145 


CZ 


TYR 


869 


8.031 


50.995 


15.377 


1146 


OH 


TYR 


869 


8.278 


52.347 


15.435 


1147 


C 


TYR 


869 


6.782 


46.823 


17.285 


1148 


0 


TYR 


869 


7.505 


47.585 


17.942 


1149 


N 


THR 


870 


5.459 


46.790 


17.394 


1150 


CA 


THR 


870 


4.757 


47.628 


18.332 


1151 


CB 


THR 


870 


3.267 


47.598 


18.011 


1152 


C 


THR 


870 


5.034 


47.166 


19.744 


1153 


O 


THR 


870 


5.166 


47.973 


20.677 


1154 


OG1 


THR 


870 


3.028 


48.107 


16.705 


1155 


CG2 


THR 


870 


2.352 


48.438 


18.927 


1156 


N 


ILE 


871 


5.140 


45.850 


19.877 


1157 


CA 


ILE 


871 


5.423 


45.234 


21.144 


1158 


CB 


ILE 


871 


5.154 


43.742 


21 .054 


1159 


C 


ILE 


871 


6.861 


45.490 


21 .549 


1160 


O 


ILE 


871 


7.126 


45.921 


22.670 


1161 


CG2 


ILE 


871 


6.045 


43.029 


19.990 


1162 


CG1 


ILE 


871 


5.301 


42.970 


22.405 


1163 


CD1 


ILE 


871 


4.189 


43.217 


23.446 


1164 


N 


MET 


872 


7.799 


45.254 


20.640 


1165 


CA 


MET 


872 


9.204 


45.461 


20.964 


1166 


CB 


MET 


872 


10.079 


45.164 


19.745 


1167 


CG 


MET 


872 


10.038 


43.703 


19.358 


1168 


SD 


MET 


872 


10.628 


43.346 


17.700 


1169 


CE 


MET 


872 


12.453 


43.439 


17.963 


1170 


C 


MET 


872 


9.497 


46.859 


21 .456 


1171 


O 


MET 


872 


10.363 


47.055 


22.306 


1172 


N 


LYS 


873 


8.775 


47.837 


20.936 


1173 


CA 


LYS 


873 


9.053 


49.209 


21 .332 


1174 


CB 


LYS 


873 


8.538 


50.163 


20.271 


1175 


CG 


LYS 


873 


8.908 


51.591 


20.516 


1176 


CD 


LYS 


873 


8.754 


52.389 


19.236 


1177 


CE 


LYS 


873 


7.362 


52.259 


18.639 
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TABLE 11 (continued) 





THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OFTHE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 


0 


ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 




1178 


NZ 


LYS 


873 


6.239 


53.012 


19.336 




1179 


C 


LYS 


873 


8.491 


49.569 


22.700 


10 


1180 


O 


LYS 


873 


8.978 


50.493 


23.351 


1181 


N 


VAL 


874 


7.463 


48.847 


23.128 




1182 


CA 


VAL 


874 


6.866 


49.089 


24.430 




1183 


CB 


VAL 


874 


5.492 


48.376 


24.544 




1184 


C 


VAL 


874 


7.893 


48.487 


25.380 




1185 


O 


VAL 


874 


8.224 


49.083 


26.404 




1186 


CG1 


VAL 


874 


4.419 


48.922 


23.572 


20 


1187 


CG2 


VAL 


874 


4.821 


48.392 


25.946 


1188 


N 


LEU 


875 


8.428 


47.320 


25.008 




1189 


CA 


LEU 


875 


9.457 


46.653 


25.807 




1190 


CB 


LEU 


875 


9.812 


45.282 


25.220 


25 


1191 


CG 


LEU 


875 


8.794 


44.155 


25.429 




1192 


CD1 


LEU 


875 


9.347 


42.853 


24.943 




1193 


CD2 


LEU 


875 


8.470 


44.024 


26.891 


30 


1194 


C 


LEU 


875 


10.730 


47.502 


25.899 




1195 


O 


LEU 


875 


11.542 


47.320 


26.800 




1196 


N 


LEU 


876 


10.913 


48.436 


24.982 




1197 


CA 


LEU 


876 


12.115 


49.251 


25.029 


35 


1198 


CB 


LEU 


876 


12.420 


49.780 


23.628 




1199 


CG 


LEU 


876 


13.716 


49.452 


22.883 




1200 


CD1 


LEU 


876 


14.049 


47.987 


22.801 


40 


1201 


CD2 


LEU 


876 


13.505 


49.985 


21.502 




1202 


C 


LEU 


876 


11.992 


50.402 


26.028 




1203 


O 


LEU 


876 


12.992 


50.971 


26.459 




1204 


N 


LEU 


877 


10.764 


50.753 


26.385 


45 


1205 


CA 


LEU 


877 


10.515 


51.824 


27.336 




1206 


CB 


LEU 


877 


9.045 


52.267 


27.204 




1207 


CG 


LEU 


877 


8.268 


53.010 


28.298 


50 


1208 


CD1 


LEU 


877 


8.854 


54.379 


28.492 




1209 


CD2 


LEU 


877 


6.797 


53.135 


27.915 




1210 


C 


LEU 


877 


10.809 


51.215 


28.712 


55 


1211 


O 


LEU 


877 


11.403 


51.849 


29.592 


1212 


N 


LEU 


878 


10.432 


49.948 


28.853 




1213 


CA 


LEU 


878 


10.611 


49.201 


30.091 



689 



EP1 375 517A1 

TABLE 11 (continued) 





THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 


5 


ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 




1214 


CB 


LEU 


878 


9.394 


48.292 


30.296 




1215 


CG 


LEU 


878 


8.073 


48.871 


29.772 




1216 


CD1 


LEU 


878 


6.945 


47.851 


29.885 


10 


1217 


CD2 


LEU 


878 


7.750 


50.136 


30.547 




1218 


C 


LEU 


878 


11.887 


48.349 


30.075 




1219 


0 


LEU 


878 


11.906 


47.272 


30.680 


15 


1220 


N 


SER 


879 


12.949 


48.825 


29.416 




1221 


CA 


SER 


879 


14.183 


48.040 


29.311 




1222 


CB 


SER 


879 


14.633 


47.944 


27.855 


20 


1223 


OG 


SER 


879 


15.010 


49.185 


27.276 


1224 


C 


SER 


879 


15.377 


48.434 


30.177 




1225 


o 


SER 


879 


16.435 


47.801 


30.115 




1226 


N 


,. .... 
THR 


880 


15.241 


49.506 


30.945 


25 


1227 


CA 


THR 


880 


16.306 


49.863 


31 .866 




1228 


CB 


THR 


880 


17.441 


50.658 


31.193 




1229 


C 


THR 


880 


15.672 


50.612 


33.024 


30 


1230 


0 


THR 


880 


14.854 


51.521 


32.838 


1231 


OG1 


THR 


880 


18.052 


49.883 


30.170 




1232 


CG2 


THR 


880 


18.611 


51.086 


32.105 




1233 


N 


ILE 


881 


16.011 


50.141 


34.219 


35 


1234 


CA 


ILE 


881 


15.529 


50.691 


35.474 




1235 


CB 


ILE 


881 


14715 


49.639 


36.255 




1236 


C 


ILE 


881 


16.750 


51 .096 


36.301 


40 


1237 


0 


ILE 


881 


17.875 


50.683 


36.007 




1238 


CG2 


ILE 


881 


14.098 


50.207 


37.571 




1239 


CG1 


ILE 


881 


13.571 


48.961 


35.436 




1240 


CD1 


ILE 


881 


12.952 


47.695 


36.064 


45 


1241 


N 


PRO 


882 


16.541 


51.911 


37.353 




1242 


CD 


PRO 


882 


15.213 


52.253 


37.874 




1243 


CA 


PRO 


882 


17.583 


52.405 


38.259 


Eft 

50 


1244 


CB 


PRO 


882 


16.793 


53.230 


39.274 




1245 


CG 


PRO 


882 


15.491 


53.531 


38.574 




1246 


C 


PRO 


882 


18.231 


51.194 


38.909 




1247 


0 


PRO 


882 


17.620 


50.126 


38.947 


55 


1248 


N 


LYS 


883 


19.445 


51.340 


39.428 




1249 


CA 


LYS 


883 


20.117 


50.199 


40.051 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1250 


CB 


LYS 


883 


21 .558 


50.551 


40.430 


1251 


CG 


LYS 


883 


22.417 


49.338 


40.803 


1252 


CD 


LYS 


883 


23.224 


49.590 


42.079 


1253 


CE 


LYS 


883 


22.299 


49.706 


43.280 


1254 


NZ 


LYS 


883 


22.861 


50.379 


44.517 


1255 


C 


LYS 


883 


19.355 


49.753 


41 .292 


1256 


0 


LYS 


883 


19.617 


48.681 


41 .849 


1257 


N 


ASP 


884 


18.408 


50.581 


41.721 


1258 


CA 


ASP 


884 


17.606 


50.272 


42.889 


1259 


CB 


ASP 


884 


17.762 


51 .369 


43.940 


1260 


CG 


ASP 


884 


19.210 


51 .672 


44.247 


1261 


OD1 


ASP 


884 


20.041 


50.750 


44.122 


1262 


OD2 


ASP 


884 


19.512 


52.825 


44.627 


1263 


C 


ASP 


884 


16.138 


50.131 


42.515 


1264 


0 


ASP 


884 


15.251 


50.464 


43.303 


1265 


N 


GLY 


885 


15.882 


49.635 


41 .309 


1266 


CA 


GLY 


885 


14.507 


49.480 


40.885 


1267 


C 


GLY 


885 


13.772 


50.793 


41.061 


1268 


0 


GLY 


885 


14.325 


51.788 


41.531 


1269 


N 


LEU 


886 


12.497 


50.792 


40.704 


1270 


CA 


LEU 


886 


11.704 


52.001 


40.798 


1271 


CB 


LEU 


886 


10.794 


52.067 


39.584 


1272 


CG 


LEU 


886 


11.543 


51.498 


38.387 


1273 


CD1 


LEU 


886 


10.575 


50.833 


37.457 


1274 


CD2 


LEU 


886 


12.319 


52.589 


37.698 


1275 


C 


LEU 


886 


10.886 


52.021 


42.069 


1276 


0 


LEU 


886 


11.072 


51.198 


42.965 


1277 


N 


LYS 


887 


9.972 


52.975 


42.154 


1278 


CA 


LYS 


887 


9.131 


53.063 


43.320 


1279 


CB 


LYS 


887 


8.698 


54.508 


43.562 


1280 


CG 


LYS 


887 


7.958 


54.747 


44.880 


1281 


CD 


LYS 


887 


7.695 


56.233 


45.037 


1282 


CE 


LYS 


887 


6.960 


56.606 


46.316 


1283 


NZ 


LYS 


887 


6.728 


58.098 


46.415 


1284 


C 


LYS 


887 


7.910 


52.179 


43.139 


1285 


0 


LYS 


887 


7.102 


52.048 


44.051 
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TABLE 1 1 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1286 


N 


SER 


888 


7.763 


51.569 


41.965 


1287 


CA 


SER 


888 


6.615 


50.688 


41.729 


1288 


CB 


SER 


888 


5.567 


51.386 


40.850 


1289 


OG 


SER 


888 


4.960 


52.527 


41 .454 


1290 


C 


SER 


888 


7.027 


49.362 


41.087 


1291 


O 


SER 


888 


6.225 


48.699 


40.426 


1292 


N 


GLN 


889 


8.283 


48.978 


41 .309 


1293 


CA 


GLN 


889 


8.846 


47.746 


40.773 


1294 


CB 


GLN 


889 


10.035 


47.304 


41.610 


1295 


CG 


GLN 


889 


11.343 


47.861 


41.125 


1296 


CD 


GLN 


889 


11.823 


47.197 


39.842 


1297 


OE1 


GLN 


889 


12.707 


47.715 


39.166 


1298 


NE2 


GLN 


889 


11.345 


45.921 


39.490 


1299 


C 


GLN 


889 


7.904 


46.574 


40.640 


1300 


O 


GLN 


889 


8.015 


45.800 


39.698 


1301 


N 


ALA 


890 


6.994 


46.410 


41.583 


1302 


CA 


ALA 


890 


6.090 


45.281 


41 .470 


1303 


CB 


ALA 


890 


5.206 


45.180 


42.714 


1304 


C 


ALA 


890 


5.253 


45.430 


40.199 


1305 


O 


ALA 


890 


5.190 


44.502 


39.394 


1306 


N 


ALA 


891 


4.638 


46.605 


40.014 


1307 


CA 


ALA 


891 


3.819 


46.882 


38.830 


1308 


CB 


ALA 


891 


3.170 


48.281 


38.928 


1309 


C 


ALA 


891 


4.707 


46.811 


37.580 


1310 


O 


ALA 


891 


4.391 


46.110 


36.619 


1311 


N 


PHE 


892 


5.821 


47.543 


37.604 


1312 


CA 


PHE 


892 


6.767 


47.547 


36.502 


1313 


CB 


PHE 


892 


8.095 


48.151 


36.942 


1314 


CG 


PHE 


892 


9.110 


48.217 


35.852 


1315 


CD1 


PHE 


892 


9.105 


49.277 


34.959 


1316 


CD2 


PHE 


892 


10.025 


47.184 


35.668 


1317 


CE1 


PHE 


892 


10.000 


49.328 


33.900 


1318 


CE2 


PHE 


892 


10.928 


47.218 


34.606 


1319 


CZ 


PHE 


892 


10.912 


48.291 


33.716 


1320 


C 


PHE 


892 


7.045 


46.128 


36.016 


1321 


O 


PHE 


892 


6.798 


45.783 


34.860 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRoc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1322 


N 


GLU 


893 


7.578 


45.303 


36.908 


1323 


CA 


GLU 


893 


7.899 


43.935 


36.543 


1324 


CB 


GLU 


893 


8.440 


43.176 


37.770 


1325 


C 


GLU 


893 


6.684 


43.238 


35.929 


1326 


O 


GLU 


893 


6.831 


42.384 


35.055 


1327 


CG 


GLU 


893 


7.451 


42.934 


38.958 


1328 


CD 


GLU 


893 


7.989 


42.272 


40.229 


1329 


OE1 


GLU 


893 


7.298 


42.072 


41.219 


1330 


OE2 


GLU 


893 


9.304 


41.928 


40.153 


1331 


N 


GLU 


894 


5.491 


43.637 


36.359 


1332 


CA 


GLU 


894 


4.232 


43.066 


35.869 


1333 


CB 


GLU 


894 


3.100 


43.444 


36.828 


1334 


CG 


GLU 


894 


2.259 


42.274 


37.299 


1335 


CD 


GLU 


894 


0.876 


42.263 


36.679 


1336 


OE1 


GLU 


894 


0.116 


43.238 


36.905 


1337 


OE2 


GLU 


894 


0.552 


41.278 


35.966 


1338 


C 


GLU 


894 


3.879 


43.542 


34.455 


1339 


O 


GLU 


894 


3.375 


42.779 


33.628 


1340 


N 


MET 


895 


4.121 


44.821 


34.197 


1341 


CA 


MET 


895 


3.848 


45.387 


32.892 


1342 


CB 


MET 


895 


4.040 


46.900 


32.930 


1343 


C 


MET 


895 


4.847 


44.714 


31 .975 


1344 


O 


MET 


895 


4.471 


43.967 


31 .082 


1345 


CG 


MET 


895 


3.096 


47.676 


33.873 


1346 


SD 


MET 


895 


3.257 


49.445 


33.578 


1347 


CE 


MET 


895 


2.384 


50.038 


35.034 


1348 


N 


ARG 


896 


6.134 


44.938 


32.213 


1349 


CA 


ARG 


896 


7.114 


44.290 


31 .373 


1350 


CB 


ARG 


896 


8.462 


44.273 


32.055 


1351 


CG 


ARG 


896 


9.570 


43.824 


31.153 


1352 


CD 


ARG 


896 


10.755 


44.671 


31 .489 


1353 


NE 


ARG 


896 


11.915 


44.395 


30.662 


1354 


CZ 


ARG 


896 


12.544 


43.231 


30.646 


1355 


NH1 


ARG 


896 


12.208 


42.170 


31.438 


1356 


NH2 


ARG 


896 


13.594 


43.080 


29.790 


1357 


C 


ARG 


896 


6.724 


42.853 


31.006 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1358 


0 


ARG 


896 


6.778 


42.484 


29.843 


1359 


N 


THR 


897 


6.321 


42.040 


31 .982 


1360 


CA 


THR 


897 


5.972 


40.649 


31 .675 


1361 


CB 


THR 


897 


5.836 


39.832 


32.966 


1362 


C 


THR 


897 


4.713 


40.500 


30.812 


1363 


0 


THR 


897 


4.537 


39.495 


30.117 


1364 


OG1 


THR 


897 


7.069 


39.810 


33.673 


1365 


CG2 


THR 


897 


5.460 


38.344 


32.797 


1366 


N 


ASN 


898 


3.840 


41.500 


30.855 


1367 


CA 


ASN 


898 


2.633 


41.463 


30.048 


1368 


CB 


ASN 


898 


1.627 


42.534 


30.488 


1369 


C 


ASN 


898 


3.027 


41.690 


28.597 


1370 


O 


ASN 


898 


2.551 


40.981 


27.705 


1371 


CG 


ASN 


898 


0.278 


42.560 


29.761 


1372 


OD1 


ASN 


898 


-0.007 


41.755 


28.887 


1373 


ND2 


ASN 


898 


-0.587 


43.488 


30.072 


1374 


N 


TYR 


899 


3.901 


42.668 


28.358 


1375 


CA 


TYR 


899 


4.357 


42.916 


26.993 


1376 


CB 


TYR 


899 


4.958 


44.319 


26.837 


1377 


CG 


TYR 


899 


3.898 


45.370 


26.990 


1378 


CD1 


TYR 


899 


2.761 


45.351 


26.171 


1379 


CE1 


TYR 


899 


1.691 


46.186 


26.418 


1380 


CD2 


TYR 


899 


3.939 


46.276 


28.047 


1381 


CE2 


TYR 


899 


2.873 


47.116 


28.304 


1382 


CZ 


TYR 


899 


1.747 


47.061 


27.493 


1383 


OH 


TYR 


899 


0.646 


47.833 


27.786 


1384 


C 


TYR 


899 


5.342 


41.871 


26.485 


1385 


O 


TYR 


899 


5.514 


41 .745 


25.278 


1386 


N 


ILE 


900 


6.002 


41.120 


27.362 


1387 


CA 


ILE 


900 


6.888 


40.094 


26.830 


1388 


CB 


ILE 


900 


7.818 


39.464 


27.891 


1389 


CG2 


ILE 


900 


8.529 


38.247 


27.308 


1390 


CG1 


ILE 


900 


8.885 


40.475 


28.305 


1391 


CD1 


ILE 


900 


9.789 


39.977 


29.395 


1392 


C 


ILE 


900 


5.966 


39.022 


26.273 


1393 


0 


ILE 


900 


6.308 


38.318 


25.332 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1394 


N 


LYS 


901 


4.774 


38.920 


26.847 


1395 


CA 


LYS 


901 


3.820 


37.936 


26.375 


1396 


CB 


LYS 


901 


2.807 


37.615 


27.481 


1397 


CG 


LYS 


901 


3.401 


36.899 


28.709 


1398 


CD 


LYS 


901 


2.301 


36.662 


29.743 


1399 


CE 


LYS 


901 


2.768 


35.909 


30.996 


1400 


NZ 


LYS 


901 


1.690 


35.710 


32.047 


1401 


C 


LYS 


901 


3.116 


38.438 


25.106 


1402 


O 


LYS 


901 


2.877 


37.670 


24.177 


1403 


N 


GLU 


902 


2.798 


39.726 


25.065 


1404 


CA 


GLU 


902 


2.149 


40.312 


23.902 


1405 


CB 


GLU 


902 


2.008 


41.822 


24.130 


1406 


CG 


GLU 


902 


0.593 


42.462 


24.051 


1407 


CD 


GLU 


902 


-0.577 


41.510 


23.728 


1408 


OE1 


GLU 


902 


-0.991 


40.733 


24.621 


1409 


OE2 


GLU 


902 


-1 .096 


41.558 


22.584 


1410 


C 


GLU 


902 


3.039 


40.011 


22.669 


1411 


O 


GLU 


902 


2.537 


39.667 


21 .596 


1412 


N 


LEU 


903 


4.362 


40.131 


22.845 


1413 


CA 


LEU 


903 


5.363 


39.873 


21 .792 


1414 


CB 


LEU 


903 


6.793 


40.172 


22.297 


1415 


CG 


LEU 


903 


7.966 


39.883 


21 .341 


1416 


CD1 


LEU 


903 


7.870 


40.820 


20.160 


1417 


CD2 


LEU 


903 


9.317 


40.065 


22.031 


1418 


C 


LEU 


903 


5.302 


38.420 


21.334 


1419 


O 


LEU 


903 


5.470 


38.121 


20.154 


1420 


N 


ARG 


904 


5.081 


37.516 


22.276 


1421 


CA 


ARG 


904 


4.987 


36.115 


21 .925 


1422 


C 


ARG 


904 


3.726 


35.913 


21.116 


1423 


O 


ARG 


904 


3.677 


35.090 


20.209 


1424 


CB 


ARG 


904 


4.966 


35.268 


23.229 


1425 


CG 


ARG 


904 


5.012 


33.727 


23.027 


1426 


CD 


ARG 


904 


4.952 


32.966 


24.363 


1427 


NE 


ARG 


904 


5.000 


31.497 


24.107 


1428 


CZ 


ARG 


904 


4.968 


30.552 


25.043 


1429 


NH1 


ARG 


904 


5.024 


29.314 


24.667 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



Al UWI 


ATOM TYPF 
M I \jiv\ lire: 


RESIDUE 


RESIDUE # 


X 


Y 


Z ! 


I 4oU 




ARG ! 


904 


4.882 1 


30.803 I 


26.319 


1 /I01 

I 4ol 


N 

IN 


LYS 


905 


2.694 J 


36.677 T 


21 .447 




PA 


LYS 1 


905 


1 .443 I 


36.573 j 


20.714 


i /IOO 

1 4oo 


PR 


LYS ! 


905 


0.381 


37.420 | 


21 .376 J 


1 4o4 


pp, 


LYS 1 


905 


-0.197 


36.796 I 


22.603 I 


i /IOC 

1 4oD 


pn 


LYS 

1 — 1 w 


905 


-1.091 [ 


37.799 I 


23.250 j 


1 /IOC 

1 4oo 


PF 


LYS 1 


905 


-2.163 


37.147 [ 


24.059 | 


l 40/ 


N7 


LYS ! 


905 


-3.222 I 


38.155 


24.471 




p 


LYS 1 


905 


1.650 


37.048 f 


19.291 


1 /lOQ 


o 

V-/ 


LYS 1 


905 


1.153 


36.432 J 


18.342 


i A A n 

1 44 U 


M 

IN 


MET 

1 V 1 1 — 1 j 


906 


2.383 I 


38.151 


19.153 


1 441 


PA 


MET 


906 


2.678 


38.711 j 


17.851 J 


144^ 


PR 


MET 1 


906 


3.582 I 


39.912 


18.000 


i /l/l O 

1 44 O 


p 


MET 


906 


3.358 


37.635 


17.025 I 


1 444 




MET 

IVI 1 — 1 


906 

V w \J 


2.876 


37.279 


15.958 J 


■i /I a c 
1 440 


pp* 


MET 

IVI 1— 1 


906 


2.996 


41.101 


18.791 


1 44b 


cn 
ou 


MET 

IVI 1— 1 


906 

V V V/ 


4.072 


42.535 


18.622 | 


■1 AA~7 

1 44/ 


PF 
L/C 


MET 

IVI I — 1 


906 


3.361 


43.556 


19.919 J 


1 44o 


M 
IN 


VAL 

V i\ ^ 


907 


4.476 


37.114 


17.539 J 


-\ A AC\ 

1 44y 


PA 


VAL 


907 


5.262 


36.053 


16.882 


i / en 
1 4oU 


PR 


VAL 

v nu 


907 


6.249 


35.411 


17.901 


1 4ol 




VAL 

v nL 


907 


4.369 


34.951 


16.314 


H A CO 

1 40il 




VAL 


907 


4.371 


34.664 


15.112 


I H /I CO 

1 4oo 


PP1 

I 


VAL 

V J\ L— 


I 907 


7.338 


36.382 


18.418 


■i ACA 

1 4o4 


PP9 


VAL 

V #\ 1 — 


1 907 


7.019 


34.152 


17.415 


1 4oo 


M 
IN 


THR 

1 1 If l 


| 908 


3.616 


34.336 


I 17.209 


^ a 

| 1 400 


PA 


THR 
■ 1 1 1 1 


I 908 


2.694 


33.268 


16.880 


I 4o/ 


PR 


THR 


| 908 


1.867 


32.900 


18.119 


1 458 




TUP 

I nn 


1 QHR 


1 735 

I.I 


| 33.600 


15.736 


1459 


0 


THR 


] 908 


1.647 


] 32.855 


] 14.760 


1460 


0G1 


THR 


1 908 


2.713 


I 32.433 


I 19.162 


1 1461 


CG2 


THR 


j 908 


0.822 


] 31.778 


j 17.937 


| 1462 


N 


LYS 


909 


1.004 


j 34.701 


15.878 


1463 


CA 


LYS 


| 909 


0.033 


I 35.157 


14.877 


1464 


CB 


LYS 


909 


-0.430 


36.583 


15.254 


| 1465 


CG 


LYS 


1 909 


-1.811 


1 37.037 


1 14.735 
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TABLE 11 (continued) 





THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 


5 


ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 




1466 


CD 


LYS 


909 


-2.258 


38.400 


15.341 




1467 


CE 


LYS 


909 


-3.726 


38.753 


14.996 


10 


1468 


NZ 


LYS 


909 


-4.024 


40.246 


15.095 


1469 


C 


LYS 


909 


0.691 


35.136 


13.480 




1470 


o 


LYS 


909 


0.116 


34.647 


12.495 




1471 


N 


CYS 


910 


1.915 


35.660 


13.446 




1472 


CA 


CYS 


910 


2.776 


35.795 


12.272 




1473 


CB 


CYS 


910 


4.202 


36.113 


12.754 




1474 


c 


CYS 


910 


2.826 


34.582 


11.379 


20 


1475 


O 


CYS 


910 


2.789 


34.651 


10.145 


1476 


SG 


CYS 


910 


5.286 


36.472 


11.353 




1477 


N 


PRO 


911 


2.903 


33.447 


12.024 




1478 


CA 


PRO 


911 


3.037 


32.243 


11.278 


25 


1479 


CB 


PRO 


911 


4.386 


31.672 


11.628 




1480 


C 


PRO 


911 


1.964 


31.280 


11.628 




1481 


O 


PRO 


911 


1.200 


31.466 


12.578 


30 


1482 


CG 


PRO 


911 


4.509 


32.104 


13.099 




1483 


CD 


PRO 


911 


3.955 


33.532 


13.103 




1484 


N 


ASN 


912 


1.895 


30.246 


10.817 




1485 


CA 


ASN 


912 


0.954 


29.196 


11.077 


35 


1486 


C 


ASN 


912 


1.861 


28.138 


11.671 




1487 


O 


ASN 


912 


1.440 


27.332 


12.495 




1488 


CB 


ASN 


912 


0.341 


28.704 


9.733 


40 


1489 


CG 


ASN 


912 


-0.357 


29.755 


8.863 




1490 


OD1 


ASN 


912 


0.187 


30.262 


7.893 




1491 


ND2 


ASN 


912 


-1.563 


30.137 


9.183 




1492 


N 


ASN 


913 


3.134 


28.197 


11.271 


45 


1493 


CA 


ASN 


913 


4.193 


27.258 


11.668 




1494 


CB 


ASN 


913 


5.251 


27.272 


10.578 




1495 


CG 


ASN 


913 


5.578 


28.679 


10.136 


50 


1496 


OD1 


ASN 


913 


5.923 


29.526 


10.956 




1497 


ND2 


ASN 


913 


5.420 


28.980 


8.768 




1498 


C 


ASN 


913 


4.881 


27.454 


13.028 


55 


1499 


O 


ASN 


913 


5.908 


28.132 


13.127 


1500 


N 


SER 


914 


4.332 


26.802 


14.050 




1501 


CA 


SER 


914 


4.830 


26.870 


1 5.426 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OFTHE CRYSTAL 

STRUCTURE COORDINATES OF GRoc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE* 


X 


Y 


Z 


1502 


CB 


SER 


914 


3.756 


26.337 


16.382 


1503 


OG 


SER 


914 


2.498 


26.998 


1 6.259 


1504 


C 


SER 


914 


6.140 


26.111 


15.661 


1505 


O 


SER 


914 


6.533 


25.861 


16.805 


1506 


N 


GLY 


915 


6.809 


25.755 


14.570 


1507 


CA 


GLY 


915 


8.074 


25.033 


14.645 


1508 


C 


GLY 


915 


9.212 


25.966 


15.088 


1509 


O 


GLY 


915 


10.036 


25.590 


15.933 


1510 


N 


GLN 


916 


9.250 


27.176 


14.526 


1511 


CA 


GLN 


916 


10.278 


28.152 


14.888 


1512 


CB 


GLN 


916 


11.054 


28.617 


1 3.646 


1513 


CG 


GLN 


916 


12.152 


27.631 


13.218 


1514 


CD 


GLN 


916 


13.209 


28.248 


12.312 


1515 


OE1 


GLN 


916 


14.225 


27.615 


1 2.008 


1516 


NE2 


GLN 


916 


12.971 


29.540 


11.787 


1517 


C 


GLN 


916 


9.721 


29.356 


15.658 


1518 


O 


GLN 


916 


10.144 


30.502 


15.463 


1519 


N 


SER 


917 


8.766 


29.074 


16.541 


1520 


CA 


SER 


917 


8.176 


30.109 


1 7.363 


1521 


CB 


SER 


917 


6.870 


29.626 


17.987 


1522 


C 


SER 


917 


9.183 


30.515 


18.428 


1523 


O 


SER 


917 


9.504 


31.695 


18.551 


1524 


OG 


SER 


917 


7.069 


28.618 


18.985 


1525 


N 


TRP 


918 


9.706 


29.564 


19.191 


1526 


CA 


TRP 


918 


10.703 


29.976 


20.171 


1527 


CB 


TRP 


918 


11.036 


28.870 


21.173 


1528 


CG 


TRP 


918 


9.927 


28.533 


22.068 


1529 


CD2 


TRP 


918 


9.500 


29.264 


23.223 


1530 


CE2 


TRP 


918 


8.375 


28.589 


23.743 


1531 


CE3 


TRP 


918 


9.997 


30.377 


23.915 


1532 


CD1 


TRP 


918 


9.049 


27.515 


21 .909 


1533 


NE1 


TRP 


918 


8.105 


27.543 


22.904 


1534 


C22 


TRP 


918 


7.679 


29.048 


24.864 


1535 


CZ3 


TRP 


918 


9.310 


30.830 


25.041 


1536 


CH2 


TRP 


918 


8.179 


30.144 


25.521 


1537 


C 


TRP 


918 


11.992 


30.412 


19.490 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE* 


X 


Y 


Z 


1538 


0 


TRP 


918 


12.819 


31 .066 


20.124 


1539 


N 


GLN 


919 


12.196 


30.066 


18.225 


1540 


CA 


GLN 


919 


13.434 


30.506 


17.602 


1541 


CB 


GLN 


919 


13.751 


29.719 


16.327 


1542 


CG 


GLN 


919 


15.178 


29.976 


15.774 


1543 


CD 


GLN 


919 


16.294 


29.818 


16.827 


1544 


OE1 


GLN 


919 


16.925 


30.802 


17.240 


1545 


NE2 


GLN 


919 


16.541 


28.501 


1 7.267 


1546 


C 


GLN 


919 


13.363 


31.996 


17.296 


1547 


0 


GLN 


919 


14.341 


32.711 


17.482 


1548 


N 


ARG 


920 


12.196 


32.462 


16.855 


1549 


CA 


ARG 


920 


12.005 


33.878 


16.529 


1550 


CB 


ARG 


920 


10.734 


34.075 


15.714 


1551 


CG 


ARG 


920 


10.632 


35.476 


15.165 


1552 


CD 


ARG 


920 


9.499 


35.588 


14.195 


1553 


NE 


ARG 


920 


9.351 


36.947 


13.680 


1554 


CZ 


ARG 


920 


10.163 


37.510 


12.794 


1555 


NH1 


ARG 


920 


11.233 


36.851 


12.254 


1556 


NH2 


ARG 


920 


9.894 


38.785 


12.424 


1557 


C 


ARG 


920 


11.937 


34.762 


17.765 


1558 


0 


ARG 


920 


12.311 


35.938 


17.723 


1559 


N 


PHE 


921 


11.434 


34.203 


18.855 


1560 


CA 


PHE 


921 


11.348 


34.951 


20.092 


1561 


CB 


PHE 


921 


10.608 


34.150 


21.146 


1562 


CG 


PHE 


921 


10.407 


34.891 


22.422 


1563 


CD1 


PHE 


921 


9.321 


35.745 


22.576 


1564 


CD2 


PHE 


921 


11.319 


34.774 


23.458 


1565 


CE1 


PHE 


921 


9.140 


36.456 


23.747 


1566 


CE2 


PHE 


921 


11.152 


35.483 


24.639 


1567 


CZ 


PHE 


921 


10.062 


36.330 


24.784 


1568 


C 


PHE 


921 


12.770 


35.210 


20.568 


1569 


0 


PHE 


921 


13.050 


36.218 


21.215 


1570 


N 


TYR 


922 


13.662 


34.277 


20.237 


1571 


CA 


TYR 


922 


15.065 


34.379 


20.609 


1572 


CB 


TYR 


922 


15.769 


33.040 


20.370 


1573 


CG 


TYR 


922 


17.233 


33.089 


20.718 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF" 

STRUCTURE COORDINATES OF GRoc IN COMPLEX WITH FP 


IHE CRYSTAL 


ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1574 


CD1 


TYR 


922 


17.649 


33.208 


22.045 


1575 ; 


CE1 


TYR 


922 


18.990 


33.371 


22.367 


1576 


CD2 


TYR 


922 


18.200 


33.117 


19.719 


1577 


CE2 


TYR 


922 


19.542 


33.282 


20.028 


1578 


CZ 


TYR 


922 


19.930 


33.410 


21.353 


1579 


OH 


TYR 


922 


21 .264 


33.555 


21 .664 


1580 


C 


TYR 


922 


15.769 


35.471 


19.806 


1581 


O 


TYR 


922 


16.503 


36.284 


20.368 


1582 


N 


GLN 


923 


15.547 


35.472 


18.494 


1583 


CA 


GLN 


923 


16.146 


36.468 


17.608 


1584 


CB 


GLN 


923 


15.770 


36.199 


16.141 


1585 


CG 


GLN 


923 


16.408 


34.952 


15.508 


1586 


CD 


GLN 


923 


15.943 


34.684 


14.065 


1587 


OE1 


GLN 


923 


14.740 


34.616 


13.775 


1588 


NE2 


GLN 


923 


16.959 


34.451 


13.110 


1589 


C 


GLN 


923 


15.639 


37.849 


18.011 


1590 


O 


GLN 


923 


16.413 


38.766 


18.286 


1591 


N 


LEU 


924 


14.322 


37.996 


18.060 


1592 


CA 


LEU 


924 


13.753 


39.275 


18.415 


1593 

1 w 


CB 


LEU 


924 


12.239 


39.179 


1 8.452 


1594 


CG 


LEU 


924 


11.639 


38.894 


17.090 


1595 


CD1 


LEU 


924 


10.143 


38.920 


17.222 


1596 


CD2 


LEU 


924 


12.105 


39.929 


16.088 


1597 


c 


LEU 


924 


14.234 


39.874 


19.721 


1598 


O 


LEU 


924 


14.514 


41.064 


19.777 


1599 


N 


THR 


925 


14.326 


39.063 


20.771 


1600 


CA 


THR 


925 


14.746 


39.581 


22.071 


1601 


CB 


THR 


925 


14.343 


38.610 


23.184 


1602 


OG1 


THR 


925 


14.997 


37.365 


23.094 


1603 


CG2 


THR 


925 


12.846 


38.297 


23.091 


1604 


C 


THR 


925 


16.252 


39.851 


22.121 


1605 


O 


THR 


925 


16.738 


40.653 


22.938 


1606 


N 


LYS 


926 


16.966 


39.170 


21 .224 


1607 


CA 


LYS 


926 


18.408 


39.302 


21 .059 


1608 


CB 


LYS 


926 


18.884 


38.210 


20.087 


1609 


CG 


LYS 


926 


20.327 


37.729 


20.247 
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TABLE 11 (continued) 





THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 


mm 

5 


ATOM 


ATOM TYPE 


I RESIDUE 


RESIDUE # 


X 


Y 


z 




1610 


CD 


LYS 


926 


20.583 


37.132 


21 .640 




1611 


CE 


LYS 


926 


21.660 


37.911 


22.436 


JO 


1612 


NZ 


LYS 


926 


21.351 


39 365 


22 780 


1613 


c 


LYS 


926 


18.601 


40 715 


20 459 




1614 


o 


LYS 


926 


19 507 


41 464 


20 846 




1615 


N 


LEU 


927 


17.717 


41.077 


19.525 




1616 


CA 


LEU 


927 


17 748 


42 395 


18 889 




1617 


CB 


LEU 


927 


16 650 


42 521 


17 825 




1618 


CG 


LEU 


927 


16 952 


43 492 


16 671 


20 


1619 


CD1 


LEU 


927 


15.672 


43.904 


15 970 


1620 


CD2 


LEU 


927 


17.674 


44.711 


17.194 




1621 


c 


LEU 


927 


17.501 


43.451 


19.959 




1622 


o 


LEU 


927 


18.214 


44.445 


20.041 




1623 


N 


LEU 


928 


16.460 


43.234 


20.759 




1624 


CA 


LEU 


928 


16.108 


44.154 


21 .828 




1625 


CB 


LEU 


928 

%T *w >m* 


15.010 


43.560 


22.699 


30 


1626 


CG 


LEU 


928 

V b \m* 


13 624 


43 652 


22 083 




1627 


CD1 


LEU 

^BB» 


928 


12.611 1 


43.023 


22.996 




1628 


CD2 


LEU 


928 


1 3.294 


45.105 


21 .840 




1629 


c 


LEU 


928 


17.312 


44.432 


22.686 


35 


1630 


0 


LEU 


928 


17.554 


45.576 


23.080 




1631 


N 


ASP 


929 


18.061 


43.370 


22.975 




1632 


CA 


ASP 


929 


19.268 


43.466 


23.789 


40 


1633 


CB 


ASP 


929 


19.844 


42.076 


24.061 




1634 


CG 


ASP 


929 


19.233 


41.406 


25.276 




1635 


OD1 


ASP 


929 


18.373 


42.017 


25 955 




1636 


OD2 


ASP 


929 


19.631 


40,251 


25.555 


45 


1637 


c 


ASP 


929 


20.338 


44.318 


23.110 




1638 


O 


ASP 


929 


20.934 


45.189 


23.739 




1639 


N 


SER 


930 


20.588 


44.068 


21.833 


50 


1640 


CA 


SER 


930 


21.606 


44.841 


21.147 




1641 


CB 


SER 


930 


21.860 


44.274 


19.748 




1642 


OG 


SER 


930 


20.780 


44.324 


18.832 


55 


1643 


C 


SER 


930 


21.253 


46.324 


21.059 


1644 


O 


SER 


930 


22.043 


47.121 


20.568 




1645 


N 


MET 


931 


20.067 


46.710 


21.527 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1646 


CA 


MET 


931 


19.704 


48.121 


21.477 


1647 


CB 


MET 


931 


18.200 


48.329 


21 .657 


1648 


CG 


MET 


931 


17.349 


47.940 


20.468 


1649 


SD 


MET 


931 


17.684 


48.878 


18.960 


1650 


CE 


MET 


931 


17.557 


50.532 


19.494 


1651 


C 


MET 


931 


20.439 


48.873 


22.571 


1652 


o 


MET 


931 


20.633 


50.084 


22.468 


1653 


N 


HIS 


932 


20.836 


48.177 


23.632 


1654 


CA 


HIS 


932 


21.571 


48.865 


24.678 


1655 


CB 


HIS 


932 


21 .769 


47.988 


25.927 


1656 


CG 


HIS 


932 


20.521 


47.749 


26.732 


1657 


CD2 


HIS 


932 


19.798 


46.617 


26.920 


1658 


ND1 


HIS 


932 


19.934 


48.714 


27.513 


1659 


CE1 


HIS 


932 


18.898 


48.190 


28.159 


1660 


NE2 


HIS 


932 


18.798 


46.923 


27.815 


1661 


C 


HIS 


932 


22.927 


49.210 


24.064 


1662 


O 


HIS 


932 


23.499 


50.242 


24.386 


1663 


N 


ASP 


933 


23.438 


48.363 


23.168 


1664 


CA 


ASP 


933 


24.730 


48.640 


22.525 


1665 


CB 


ASP 


933 


25.262 


47.385 


21 .776 


1666 


C 


ASP 


933 


24.619 


49.831 


21.578 


1667 


O 


ASP 


933 


25.430 


50.750 


21 .640 


1668 


CG 


ASP 


933 


26.686 


47.474 


21.207 


1669 


OD1 


ASP 


933 


26.999 


47.013 


20.119 


1670 


OD2 


ASP 


933 


27.547 


48.139 


22.035 


1671 


N 


LEU 


934 


23.613 


49.857 


20.716 


1672 


CA 


LEU 


934 


23.537 


50.986 


19.807 


1673 


CB 


LEU 


934 


22.477 


50.754 


18.709 


1674 


C 


LEU 


934 


23.149 


52.278 


20.522 


1675 


O 


LEU 


934 


23.643 


53.348 


20.158 


1676 


CG 


LEU 


934 


22.732 


49.537 


17.784 


1677 


CD1 


LEU 


934 


21.508 


49.360 


16.873 


1678 


CD2 


LEU 


934 


24.040 


49.676 


16.975 


1679 


N 


VAL 


935 


22.288 


52.203 


21 .533 


1680 


CA 


VAL 


935 


21 .926 


53.425 


22.243 


1681 


CB 


VAL 


935 


20.942 


53.176 


23.392 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRot IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1682 


CG1 


VAL 


935 


20.838 


54.420 


24.251 


1683 


CG2 


VAL 


935 


19.578 


52.840 


22.834 


1684 


C 


VAL 


935 


23.198 


54.025 


22.820 


1685 


O 


VAL 


935 


23.482 


55.204 


22.626 


1686 


N 


SER 


936 


23.964 


53.210 


23.530 


1687 


CA 


SER 


936 


25.213 


53.684 


24.096 


1688 


CB 


SER 


936 


26.126 


52.532 


24.592 


1689 


C 


SER 


936 


25.962 


54.526 


23.037 


1690 


O 


SER 


936 


26.249 


55.702 


23.270 


1691 


OG 


SER 


936 


27.299 


53.007 


25.241 


1692 


N 


ASP 


937 


26.245 


53.942 


21 .872 


1693 


CA 


ASP 


937 


26.940 


54.653 


20.786 


1694 


CB 


ASP 


937 


27.064 


53.786 


19.544 


1695 


CG 


ASP 


937 


28.095 


52.733 


19.691 


1696 


OD1 


ASP 


937 


29.205 


53.001 


20.143 


1697 


C 


ASP 


937 


26.250 


55.917 


20.337 


1698 


O 


ASP 


937 


26.897 


56.926 


20.066 


1699 


OD2 


ASP 


937 


27.576 


51 .470 


19.631 


1700 


N 


LEU 


938 


24.939 


55.841 


20.209 


1701 


CA 


LEU 


938 


24.194 


56.994 


19.767 


1702 


CB 


LEU 


938 


22.745 


56.613 


19.505 


1703 


CG 


LEU 


938 


22.526 


55.761 


18.258 


1704 


CD1 


LEU 


938 


21.053 


55.804 


17.907 


1705 


CD2 


LEU 


938 


23.359 


56.294 


17.101 


1706 


C 


LEU 


938 


24.278 


58.136 


20.765 


1707 


O 


LEU 


938 


24.502 


59.281 


20.380 


1708 


N 


LEU 


939 


24.128 


57.811 


22.048 


1709 


CA 


LEU 


939 


24.149 


58.797 


23.131 


1710 


CB 


LEU 


939 


23.652 


58.115 


24.413 


1711 


CG 


LEU 


939 


22.540 


58.624 


25.350 


1712 


CD1 


LEU 


939 


21.445 


59.418 


24.648 


1713 


CD2 


LEU 


939 


21 .956 


57.384 


26.015 


1714 


C 


LEU 


939 


25.495 


59.512 


23.375 


1715 


O 


LEU 


939 


25.512 


60.736 


23.544 


1716 


N 


GLU 


940 


26.613 


58.777 


23.399 


1717 


CA 


GLU 


940 


27.930 


59.403 


23.627 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM 1 Y r b 




RESIDUE # 


X 


Y 


Z J 


1718 




fii u i 


940 1 


29.094 j 


58.382 


23.486 I 


1719 




(JLU 


940 1 


28.154 I 


60.548 


22.659 I 


^ too 1 

1720 


O ( 




940 


28.576 \ 


61.643 


23.029 j 


1721 


Ola 1 


GLU ! 


940 


30.519 | 


58.995 


23.561 j 


«i TOO i 

1722 | 


ol; i 


GLU 1 


940 i 


30.834 j 


59.804 


24.872 j 


1723 


nci i 
Ucl J 


G\ U 1 


940 1 


30.234 I 


59.461 


25.896 


1724 






940 1 


31 .666 J 


60.706 


24.729 j 


1725 


M 


PHF 

rnc 


941 j 


27.880 


60.238 


21 .398 


1726 


OA j 


rriL 


941 ! 


28.004 I 


61.147 


20.273 


A TOT I 

1727 


pD 1 

OD 


PHE 


941 


27.702 [ 


60.368 


19.001 


1728 j 


Ova 


PHF 


941 I 


28.400 I 


60.835 


17.757 


1729 j 




PHF 1 
i 1 1 1 — j 


941 ! 


28.546 I 


62.194 


17.467 


1730 


Ob 1 


PHF 


941 


29.203 


62.614 


16.306 


1731 ; 


OUil 


PHF 


941 I 


28.923 


59.900 


16.866 


1732 


Ob^ 


PHE 

f i ii— i 


941 


29.578 I 


60.293 


15.710 


1733 




PHF 


941 


29.716 


61.652 


15.428 


I 1734 


o 


PHF 
rnc 


941 


26.980 


62.268 


20.405 


1735 


u 


PHF 


941 


27.032 


63.260 


19.681 


! 1736 


N 


pvc 


942 


26.029 


62.091 


21.313 


| 1737 


OA 




942 

V^ ■ 


24.983 


63.082 


21.515 


J ^T^» ^% 

1738 


Ob 


1 PY^ 

w T O 


! 942 


23.667 


62.395 


21.861 


1739 




i HY^ 


1 942 


22.249 


63.518 


22.095 


1740 


1 o 
O 




1 942 


j 25.364 


j 64.028 


22.630 


1 1741 




1 PYCi 


T~ 942 


I 25.093 


65.227 


22.560 


1742 


1 M 


1 PHF 


I 943 


j 25.975 


] 63.457 


23.665 


I 1743 


OA 


1 PHF 


V 943 


I 26.444 


64.211 


24.817 


1744 


j Od 


1 PHF 


1 943 


26.870 


| 63.257 


25.950 


1745 


Ova 


1 PHF 
I rnc 


T~ 943 


25.725 


| 62.493 


26.600 


I / to 


1 CD1 


PHE 


943 


24.403 


62.897 


26.446 


j 1747 


I CD2 


1 phI 


1 943 


J 25.992 


1 61.399 


27.431 


1748 


CE1 


PHE 


943 


j 23.356 


| 62.227 


27.103 


I 1749 


CE2 


j PHE 


1 943 


I 24.953 


I 60.720 


28.094 


1750 


CZ 


PHE 


943 


23.635 


61.137 


27.930 


1751 


1 ^ 


1 phI 


1 943 


1 27.657 


1 65.018 


24.331 


1752 


I ° 


1 phI 


1 943 


| 27.739 


"j 66.230 


24.546 


1753 


N 


TYR 


944 


28.580 


64.328 


23.661 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1754 


CA 


TYR 


944 


29.792 


64.947 


23.117 


1755 


CB 


TYR 


944 


30.614 


64.019 


22.183 


1756 


C 


TYR 


944 


29.352 


66.200 


22.336 


1757 


o 


TYR 


944 


29.713 


67.316 


22.712 


1758 


CG 


TYR 


944 


31 .628 


64.830 


21 .403 


1759 


CD1 


TYR 


944 


32.695 


65.534 


22.068 


1760 


CD2 


TYR 


944 


31 .503 


64.959 


19.972 


1761 


CE1 


TYR 


944 


33.605 


66.358 


21.317 


1762 


CE2 


TYR 


944 


32.419 


65.780 


19.229 


1763 


CZ 


TYR 


944 


33.480 


66.497 


19.889 


1764 


OH 


TYR 


944 


34.350 


67.294 


19.176 


1765 


N 


THR 


945 


28.287 


66.230 


21 .337 


1766 


CA 


THR 


945 


27.800 


67.322 


20.501 


1767 


C 


THR 


945 


27.089 


68.377 


21.331 


1768 


0 


THR 


945 


27.152 


69.566 


21.020 


1769 


CB 


THR 


945 


26.837 


66.791 


19.405 


1770 


OG1 


THR 


945 


27.460 


65.817 


18.573 


1771 


CG2 


THR 


945 


26.356 


67.912 


18.511 


1772 


N 


PHE 


946 


26.423 


67.928 


22.391 


1773 


CA 


PHE 


946 


25.684 


68.805 


23.294 


1774 


C 


PHE 


946 


26.683 


69.701 


24.034 


1775 


0 


PHE 


946 


26.466 


70.902 


24.160 


1776 


CB 


PHE 


946 


24.899 


67.961 


24.302 


1777 


CG 


PHE 


946 


24.055 


68.766 


25.255 


1778 


CD1 


PHE 


946 


22.905 


69.411 


24.823 


1779 


CD2 


PHE 


946 


24.442 


68.901 


26.584 


1780 


CE1 


PHE 


946 


22.143 


70.187 


25.697 


1781 


CE2 


PHE 


946 


23.690 


69.673 


27.468 


1782 


CZ 


PHE 


946 


22.537 


70.319 


27.025 


1783 


N 


ARG 


947 


27.770 


69.110 


24.527 


1784 


CA 


ARG 


947 


28.799 


69.887 


25.225 


1785 


C 


ARG 


947 


29.519 


70.858 


24.274 


1786 


0 


ARG 


947 


29.941 


71 .947 


24.678 


1787 


CB 


ARG 


947 


29.802 


68.926 


25.920 


1788 


CG 


ARG 


947 


30.861 


69.622 


26.815 


1789 


CD 


ARG 


947 


31.844 


68.628 


27.446 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM i 


ATOM TYPE i 


RESIDUE 


RESIDUE* | 


X [ 


Y | 


Z 


i7on I 


NE 1 


ARG 1 


947 1 


32.810 I 


69.389 


28.278 




CZ 1 

VI. 


ARG 1 


947 r 


33.806 [ 


68.863 T 


28.977 


1 7Q9 


NH1 i 


ARG 


947 1 


34.078 I 


67.592 I 


29.025 


I / 5?0 I 


NH2 1 


ARG 1 


947 [ 


34.549 [ 


69.668 | 


29.650 


1 7QA 


N 1 


GLU ! 


948 


29.648 I 


70.476 j 


23.005 


17QR 


CA 1 


GLU ] 


948 


30.336 | 


71.328 | 


22.034 


1 7Qfi I 


c 1 


GLU \ 


948 1 


29.348 j 


72.084 | 


21.156 


17Q7 


o i 


GLU i 


948 


29.743 j 


72.682 | 


20.152 




CB ! 


GLU 1 


948 


31 .277 | 


70.432 I 


21.180 


1 7QQ 


CG 


GLU 1 


948 


32.464 f 


69.730 


21 .920 


1 Ann 

I OUU | 


CD 1 


GLU 1 


948 


33.610 I 


70.599 


22.443 


1 am ! 

I OU I i 


OE1 


GLU 1 


948 


33.987 j 


71.616 j 


21 .876 


I OU c. \ 


OF? 1 


GLU 1 


948 


34.168 


70.135 J 


23.595 


I I DUO ! 


N 


SER ! 


949 


28.070 1 


72.071 


21.533 


1 &CiA 


CA 


SER • 


949 


27.034 


72.719 


20.729 


] 1 ouo 




SER 


949 


27.350 


74.132 


20.238 


I OUD 


o 


SER 


949 


27.131 


74.442 


19.071 


I OU/ 


CB 


SER 


949 


25.690 


72.711 


21.471 


I DUO 


i Ofi 

V_3 


SER 


949 


25.673 


73.463 


22.684 


I 1 onQ 


N 

IN 


HIS 


950 


27.863 


74.996 


21.105 


1 ol U 


HA 


\ HIS 


| 950 


28.165 


76.351 


20.660 


1 1 Q11 


r c 


1 HIS 

i iii **** 


950 


29.304 


76.341 


19.648 


i 1 fti o 


1 o 


HIS 


950 


29.279 


I 77.087 


18.665 


1 ft1 ^ 

j 1 O I O 


1 CB 


1 HIS 

III 


j 950 


| 28.515 


77.260 


21.850 


1 ft1 A 


1 CG 


! HIS 

1 III **** 


1 950 


27.466 


77.222 


22.923 


1 ft1 
j lolD 


1 ND1 

1 N VJ 1 


f HIS 


j 950 


| 26.098 


I 77.400 


22.732 


I Ol O 


! v> L 1 


\ HIS 


1 950 


25.669 


77.261 


24.001 


1 ft1 7 
I O I / 


1 NF2 


1 HIS 


| 950 


] 26.596 


j 77.025 


] 24.969 


1818 


CD2 


nlo 


v73U 


I 27 768 


j 76.999 


24.259 


1819 


1 ^ 


j ALA 


I 951 


I 30.284 


1 75.470 


I 19.863 


1820 


] CA 


1 ALA 


1 951 


j 31 .426 


1 75.374 


1 18.965 


1821 


1 C 


| ALA 


| 951 


31 .055 


I 74.760 


| 17.623 


I 1822 


o 


ALA 


951 


| 31 .589 


75.140 


16.583 


1823 


1 CB 


1 ALA 


1 951 


1 32.532 


1 74.549 


1 19.617 


1824 


I ^ 


1 lIu 


1 952 


1 30.135 


1 73.806 


1 17.654 


! 1825 


1 CA 


| LEU 


952 


29.702 


73.117 


1 6.446 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1826 


C 


LEU 


952 


28.543 


73.820 


1 5.762 


1827 


0 


LEU 


952 


28.123 


73.419 


14.680 


1828 


CB 


LEU 


952 


29.305 


71.683 


16.797 


1829 


CG 


LEU 


952 


30.429 


70.781 


17.301 


1830 


CD1 


LEU 


952 


29.852 


69.453 


17.772 


1831 


CD2 


LEU 


952 


31 .442 


70.567 


16.184 


1832 


N 


LYS 


953 


28.044 


74.878 


16.387 


1833 


CA 


LYS 


953 


26.919 


75.618 


15.851 


1834 


C 


LYS 


953 


25.688 


74.721 


15.769 


1835 


0 


LYS 


953 


24.879 


74.855 


14.856 


1836 


CB 


LYS 


953 


27.275 


76.202 


14.455 


1837 


CG 


LYS 


953 


28.396 


77.270 


14.502 


1838 


CD 


LYS 


953 


28.727 


77.915 


13.154 


1839 


CE 


LYS 


953 


29.796 


78.997 


13.360 


1840 


NZ 


LYS 


953 


30.242 


79.500 


12.048 


1841 


N 


VAL 


954 


25.548 


73.805 


16.726 


1842 


CA 


VAL 


954 


24.396 


72.901 


16.749 


1843 


C 


VAL 


954 


23.448 


73.310 


17.879 


1844 


0 


VAL 


954 


23.850 


73.383 


19.035 


1845 


CB 


VAL 


954 


24.841 


71.440 


16.958 


1846 


CG1 


VAL 


954 


23.611 


70.519 


17.045 


1847 


CG2 


VAL 


954 


25.752 


71.000 


15.796 


1848 


N 


GLU 


955 


22.197 


73.600 


17.536 


1849 


CA 


GLU 


955 


21.214 


73.984 


18.537 


1850 


C 


GLU 


955 


20.405 


72.802 


19.068 


1851 


O 


GLU 


955 


19.952 


71.973 


18.288 


1852 


CB 


GLU 


955 


20.238 


75.010 


17.965 


1853 


CG 


GLU 


955 


19.118 


75.361 


18.944 


1854 


CD 


GLU 


955 


18.123 


76.367 


18.393 


1855 


OE1 


GLU 


955 


18.298 


76.824 


17.240 


1856 


OE2 


GLU 


955 


17.160 


76.703 


19.123 


1857 


N 


PHE 


956 


20.094 


72.231 


20.212 


1858 


CA 


PHE 


956 


19.219 


71.221 


20.770 


1859 


CB 


PHE 


956 


19.929 


70.498 


21.911 


1860 


CG 


PHE 


956 


20.927 


69.468 


21 .447 


1861 


CD1 


PHE 


956 


22.196 


69.830 


20.999 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1862 


CD2 


PHE 


956 


20-607 


68.119 


21 .520 


1863 


CE1 


PHE 


956 


23.121 


68.857 


20.622 


1864 


CE2 


PHE 


956 


21.518 


67.143 


21.149 


1865 


CZ 


PHE 


956 


22.780 


67.511 


20.716 


1866 


C 


PHE 


956 


17.952 


71.918 


21 .259 


1867 


0 


PHE 


956 


18.024 


72.911 


21.981 


1868 


N 


PRO 


957 


16.764 


71 .402 


20.888 


1869 


CD 


PRO 


957 


16.416 


70.032 


20.472 


1870 


CA 


PRO 


957 


1 5.575 


72.103 


21.362 


1871 


CB 


PRO 


957 


14.447 


71.365 


20.659 


1872 


CG 


PRO 


957 


14.903 


69.963 


20.757 


1873 


C 


PRO 


957 


15.475 


72.040 


22.880 


1874 


O 


PRO 


957 


16.409 


71 .607 


23.553 


1875 


N 


ALA 


958 


14.331 


72.467 


23.410 


1876 


CA 


ALA 


958 


14.097 


72.501 


24.852 


1877 


CB 


ALA 


958 


1 2.877 


73.367 


25.145 


1878 


C 


ALA 


958 


13.909 


71.138 


25.508 


1879 


O 


ALA 


958 


14.633 


70.777 


26.439 


1880 


N 


MET 


959 


12.912 


70.398 


25.039 


1881 


CA 


MET 


959 


12.643 


69.079 


25.575 


1882 


CB 


MET 


959 


11.709 


68.321 


24.623 


1883 


CG 


MET 


959 


11.377 


66.927 


25.090 


1884 


SD 


MET 


959 


10.899 


66.977 


26.813 


1885 


CE 


MET 


959 


9.291 


67.636 


26.628 


1886 


C 


MET 


959 


13.970 


68.335 


25.741 


1887 


O 


MET 


959 


14.433 


68.125 


26.862 


1888 


N 


LEU 


960 


14.579 


67.968 


24.613 


1889 


CA 


LEU 


960 


15.864 


67.258 


24.563 


1890 


CB 


LEU 


960 


16.367 


67.174 


23.116 


1891 


CG 


LEU 


960 


1 6.274 


65.922 


22.248 


1892 


CD1 


LEU 


960 


14.839 


65.532 


21.975 


1893 


CD2 


LEU 


960 


16.973 


66.214 


20.943 


1894 


C 


LEU 


960 


16.935 


67.952 


25.394 


1895 


O 


LEU 


960 


17.790 


67.299 


26.003 


1896 


N 


VAL 


961 


16.902 


69.276 


25.378 


1897 


CA 


VAL 


961 


17.856 


70.091 


26.120 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


1898 


CB 


VAL 


961 


17.706 


71.666 


26.224 


1899 


C 


VAL 


961 


17.957 


69.563 


27.547 


1900 


O 


VAL 


961 


19.039 


69.199 


28.011 


1901 


CG1 


VAL 


961 


18.703 


72.407 


25.295 


1902 


CG2 


VAL 


961 


1 7.886 


72.321 


27.621 


1903 


N 


GLU 


962 


16.806 


69.518 


28.210 


1904 


CA 


GLU 


962 


16.651 


69.055 


29.593 


1905 


CB 


GLU 


962 


15.206 


69.219 


30.010 


1906 


CG 


GLU 


962 


1 4.904 


70.411 


30.842 


1907 


CD 


GLU 


962 


13.434 


70.465 


31.145 


1908 


OE1 


GLU 


962 


12.721 


69.520 


30.737 


1909 


OE2 


GLU 


962 


12.990 


71.440 


31 .785 


1910 


C 


GLU 


962 


17.019 


67.610 


29.895 


1911 


O 


GLU 


962 


17.672 


67.319 


30.900 


1912 


N 


ILE 


963 


16.530 


66.715 


29.043 


1913 


CA 


ILE 


963 


16.735 


65.276 


29.160 


1914 


CB 


ILE 


963 


15.854 


64.552 


28.143 


1915 


CG2 


ILE 


963 


15.968 


63.057 


28.308 


1916 


CG1 


ILE 


963 


14.407 


64.986 


28.335 


1917 


CD1 


ILE 


963 


13.573 


64.754 


27.120 


1918 


C 


ILE 


963 


18.189 


64.865 


28.960 


1919 


O 


ILE 


963 


18.644 


63.878 


29.547 


1920 


N 


ILE 


964 


18.914 


65.604 


28.115 


1921 


CA 


ILE 


964 


20.324 


65.308 


27.887 


1922 


CB 


ILE 


964 


20.867 


65.955 


26.563 


1923 


CG2 


ILE 


964 


22.384 


65.814 


26.499 


1924 


CG1 


ILE 


964 


20.292 


65.222 


25.339 


1925 


CD1 


ILE 


964 


20.013 


66.096 


24.116 


1926 


C 


ILE 


964 


21 .097 


65.825 


29.105 


1927 


O 


ILE 


964 


21.970 


65.128 


29.622 


1928 


N 


SER 


965 


20.757 


67.031 


29.570 


1929 


CA 


SER 


965 


21.391 


67.626 


30.757 


1930 


CB 


SER 


965 


20.865 


69.070 


31.026 


1931 


C 


SER 


965 


21.061 


66.760 


31 .975 


1932 


O 


SER 


965 


21 .902 


66.526 


32.844 


1933 


OG 


SER 


965 


19.502 


69.092 


31 .464 
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TABLE 11 (continued) 



THREE-D.MENS.ONAL COORDINATES OF MR OBTAINED , FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



[ ATOM I 


ATOM TYrb 


RFQIDUE 1 
ni-OiL/vt. 


RESIDUE* 


X I 


Y 


Z 


[ 1934 I 


N 


AQP 

nor 1 


966 


19.818 | 


66.295 


32.019 


I 1935 I 


CA 


AQP 


966 1 


19.303 | 


65.434 


33.081 


I 1936 I 


CB 


AQP 

nor 1 


966 | 


17.883 I 


64.988 


32.699 


I 1937 I 


CG 


AQP i 
MO" 


966 1 

\S \f \r a 


17.209 | 


64.126 


33.760 


1938 I 


OD1 


AQP 


966 


17.765 ~T 


63.130 


34.230 I 


T 1939 I 


C 


AQP 1 
nor 1 


966 | 


20.211 |~ 


64.210 


33.212 | 


I 1940 I 


O | 


AQP 1 
nOr 1 


966 1 


20.949 


64.053 


34.184 | 


1941 1 


OD2 ] 


AQP 1 


966 T 

V X* 1 


16.115 I 


64.728 


34.317 


1 1942 I 


N j 


V3L.IN ; 


967 | 


20.139 j 


63.372 


32.187 | 


I 1943 1 


CA j 


HI M 
OL.IN 


967 


20.858 | 


62.106 j 


32.055 j 


1 1944 I 


CB i 


V3L-IN | 


967 


20.407 I 


61 .462 I 


30.754 | 


1945 I 


CG 


OL.IN 


967 j 


18.958 [ 


61.134 I 


~~ 30.781 


j 1946 [ 


CD j 


OLIN 


967 I 


18.665 I 


60.195 f 


31 .918 | 


1 1947 I 


OE1 




967 | 


18.006 


60.557 I 


32.892 I 


1948 


NE2 


La LIN 


967 t 


19.196 j 


58.911 | 


31 .958 | 


1949 | 


C 


OLIN | 


967 


22.379 


62.075 


32.087 | 


1950 1 


O 


rii ki 

LlLlN 


967 


22.987 


61.168 


32.664 I 


1951 


N 




968 

w w 


22.965 


63.066 


31 431 I 


1952 


CA 


1 PI 1 


968 

\f \* 


24.404 


63.194 


31 .282 | 


1953 


CB 


1 1 FU 
LLU 


[ 968 


24.767 


64.662 


30.896 J 


1954 


C 


S I PI I 
\ LtU 


1 968 

1 www 


25.260 


j 62.800 


| 3?495 | 


1955 


0 


1 1 CM 
LtU 


1 968 

w W w 


26.306 


62.165 


32.333 


j 1956 


CG 


1 PI 1 

! LtU 


1 968 

| www 


I 26.255 


| 65.071 


j 30.998 j 


1 1957 


CD 1 


1 1 FU 
1 LLU 


T~ 968 


27.125 


64.301 


29.982 


1958 


CD2 


\ 1 PU 


1 968 


1 26.401 


1 66.600 


1 30.833 J 


I 1959 


M 

j IN 


i PRO 


1 969 


24.827 


j 63.139 


33.720 j 


1960 


CD 


1 PRO 

1 i nv 


T~ 969 


j 23.761 


64.056 


34.147 J 


1961 


| CA 


< PRO 


i 969 


25.651 


62.756 


34.869 J 


1962 

1 w w*^ 


1 CB 


1 PRO 


1 969 


1 25.002 


1 63.513 


"] 36.025 


1963 


1 CG 


1 PRO 


1 969 


1 24.385 


64.700 


| 35.350 


1964 




1 PRO 


1 969 


j 25.669 


61.252 


| 35.114 
1 35.093 


1965 


1 O 


1 PRO 


1 969 


1 26.724 


60.620 




1966 


1 ^ 


1 Lyi 


j 970 


1 24.489 


60.678 


J 35.323 


1967 


1 CA 


"I Lvi 


1 970 


j 24.382 


59.253 


~j 35.612 


1968 


| CB 




1 970 


"1 23.093 


58.967 


36.395 


1969 


"I CG 


j LYS 


1 970 


"1 21.918 


58.557 


j 35.516 
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TABLE 11 (continued) 





THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OFTHE CRYSTAL 

STRUCTURE COORDINATES OF GRcc IN COMPLEX WITH FP 


c 

5 


ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


z 




1970 


CD 


LYS 


970 


20.970 


59.705 


35.241 




1971 


CE 


LYS 


970 


19.993 


59.845 


36.399 


10 


1972 


NZ 


LYS 


970 


18.955 


60.941 


36.202 


1973 


C 


LYS 


970 


24.465 


58.260 


34.443 




1974 


0 


LYS 


970 


24.428 


57.052 


34.683 




1975 


N 


VAL 


971 


24.557 


58.730 


33.195 


10 


1976 


CA 


VAL 


971 


24.646 


57.790 


32.064 




1977 


CB 


VAL 


971 


24.076 


58.386 


30.763 




1978 


C 


VAL 


971 


26.088 


57.388 


31.819 


20 


1979 


O 


VAL 


971 


26.434 


56.940 


30.727 




1980 


CG1 


VAL 


971 


22.556 


58.673 


30.818 




1981 


CG2 


VAL 


971 


24.289 


57.551 


29.471 




1982 


N 


GLU 


972 


26.913 


57.538 


32.852 


25 


1983 


CA 


GLU 


972 


28.335 


57.225 


32.772 




1984 


CB 


GLU 


972 


29.130 


58.508 


32.516 




1985 


C 


GLU 


972 


28.875 


56.589 


34.050 


30 


1986 


0 


GLU 


972 


29.789 


55.764 


34.002 




1987 


CG 


GLU 


972 


29.130 


59.589 


33.646 




1988 


CD 


GLU 


972 


29.832 


60.922 


33.377 




1989 


OE1 


GLU 


972 


29.856 


61 .838 


34.188 


35 


1990 


OE2 


GLU 


972 


30.426 


60.991 


32.153 




1991 


N 


SER 


973 


28.308 


56.988 


35.189 




1992 


CA 


SER 


973 


28.731 


56.522 


36.514 


40 


1993 


CB 


SER 


973 


28.038 


57.356 


37.602 




1994 


C 


SER 


973 


28.536 


55.048 


36.864 




1995 


0 


SER 


973 


29.487 


54.346 


37.233 




1996 


OG 


SER 


973 


28.513 


58.706 


37.656 


45 


1997 


N 


GLY 


974 


27.293 


54.593 


36.770 




1998 


CA 


GLY 


974 


26.947 


53.226 


37.110 




1999 


C 


GLY 


974 


25.688 


53.370 


37.941 


50 


2000 


O 


GLY 


974 


25.613 


52.946 


39.095 




2001 


N 


ASN 


975 


24.696 


53.998 


37.334 




2002 


CA 


ASN 


975 


23.438 


54.253 


38.004 


55 


2003 


CB 


ASN 


975 


23.152 


55.769 


37.918 


2004 


CG 


ASN 


975 


24.345 


56.632 


38.410 




2005 


OD1 


ASN 


975 


25.508 


56.343 


38.100 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRa IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


2006 


ND2 


ASN 


975 


24.052 


57.602 


39.400 


2007 


C 


ASN 


975 


22.307 


53.415 


37.380 


2008 


O 


ASN 


975 


21 .467 


52.864 


38.093 


2009 


N 


ALA 


976 


22.343 


53.284 


36.050 


2010 


CA 


ALA 


976 


21 .348 


52.557 


35.245 


2011 


CB 


ALA 


976 


21 .235 


53.216 


33.853 


2012 


C 


ALA 


976 


21 .560 


51.042 


35.030 


2013 


O 


ALA 


976 


22.631 


50.601 


34.612 


2014 


N 


LYS 


977 


20.512 


50.260 


35.283 


2015 


CA 


LYS 


977 


20.559 


48.811 


35.128 


2016 


CB 


LYS 


977 


19.815 


48.166 


36.285 


2017 


CG 


LYS 


977 


19.808 


46.674 


36.278 


2018 


CD 


LYS 


977 


18.743 


46.214 


37.234 


2019 


CE 


LYS 


977 


18.641 


44.708 


37.259 


2020 


NZ 


LYS 


977 


17.452 


44.172 


38.042 


2021 


C 


LYS 


977 


19.920 


48.379 


33.808 


2022 


O 


LYS 


977 


18.698 


48.379 


33.665 


2023 


N 


PRO 


978 


20.759 


47.994 


32.857 


2024 


CA 


PRO 


978 


20.302 


47.585 


31.535 


2025 


CB 


PRO 


978 


21 .489 


47.759 


30.556 


2026 


C 


PRO 


978 


19.723 


46.150 


31.515 


2027 


O 


PRO 


978 


20.467 


45.190 


31.365 


2028 


CG 


PRO 


978 


22.674 


47.424 


31.477 


2029 


CD 


PRO 


978 


22.310 


48.109 


32.798 


2030 


N 


LEU 


979 


18.404 


46.005 


31 .678 


2031 


CA 


LEU 


979 


17.752 


44.683 


31.668 


2032 


CB 


LEU 


979 


16.226 


44.819 


31 .756 


2033 


CG 


LEU 


979 


15.695 


45.767 


32.823 


2034 


CD1 


LEU 


979 


14.170 


45.795 


32.863 


2035 


CD2 


LEU 


979 


16.246 


45.305 


34.139 


2036 


C 


LEU 


979 


18.084 


43.939 


30.374 


2037 


O 


LEU 


979 


18.209 


44.559 


29.320 


2038 


N 


TYR 


980 


18.217 


42.619 


30.438 


2039 


CA 


TYR 


980 


18.517 


41.850 


29.230 


2040 


CB 


TYR 


980 


19.994 


41 .458 


29.180 


2041 


C 


TYR 


980 


17.684 


40.579 


29.171 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRct IN COMPLEX WITH FP 



ATOM 


ATOM TYPE 


RESIDUE 


RESIDUE # 


X 


Y 


Z 


2042 


O 


TYR 


980 


17.437 


39.953 


30.199 


2043 


CG 


TYR 


980 


21.010 


42.605 


29.135 


2044 


CD1 


TYR 


980 


21 .693 


42.974 


30.299 


2045 


CD2 


TYR 


980 


21 .256 


43.294 


27.943 


2046 


CE1 


TYR 


980 


22.606 


44.024 


30.272 


2047 


CE2 


TYR 


980 


22.170 


44.344 


27.920 


2048 


CZ 


TYR 


980 


22.844 


44.708 


29.082 


2049 


OH 


TYR 


980 


23.738 


45.741 


29.055 


2050 


N 


PHE 


981 


17.248 


40.207 


27.972 


2051 


CA 


PHE 


981 


16.476 


38.990 


27.793 


2052 


CB 


PHE 


981 


15.719 


39.019 


26.466 


2053 


CG 


PHE 


981 


14.478 


39.838 


26.516 


2054 


CD1 


PHE 


981 


13.293 


39.284 


26.973 


2055 


CD2 


PHE 


981 


14.525 


41.204 


26.255 


2056 


CE1 


PHE 


981 


12.168 


40.081 


27.180 


2057 


CE2 


PHE 


981 


13.408 


42.012 


26.459 


2058 


CZ 


PHE 


981 


12.228 


41.449 


26.927 


2059 


C 


PHE 


981 


17.465 


37.848 


27.815 


2060 


O 


PHE 


981 


17.124 


36.725 


28.178 


2061 


N 


HIS 


982 


18.705 


38.164 


27.441 


2062 


CA 


HIS 


982 


19.793 


37.189 


27.394 


2063 


CB 


HIS 


982 


20.119 


36.846 


25.950 


2064 


CG 


HIS 


982 


18.928 


36.424 


25.171 


2065 


CD2 


HIS 


982 


18.431 


36.849 


23.989 


2066 


ND1 


HIS 


982 


18.030 


35.495 


25.655 


2067 


CE1 


HIS 


982 


17.028 


35.374 


24.807 


2068 


NE2 


HIS 


982 


17.245 


36.186 


23.786 


2069 


C 


HIS 


982 


21 .054 


37.669 


28.067 


2070 


O 


HIS 


982 


21.554 


38.757 


27.770 


2071 


N 


ARG 


983 


21 .586 


36.847 


28.961 


2072 


CA 


ARG 


983 


22.811 


37.196 


29.655 


2073 


CB 


ARG 


983 


22.886 


36.464 


31 .006 


2074 


CG 


ARG 


983 


22.124 


35.132 


31 .099 


2075 


C 


ARG 


983 


24.076 


36.946 


28.818 


2076 


O 


ARG 


983 


24.800 


37.896 


28.521 


2077 


CD 


ARG 


983 


22.237 


34.496 


32.495 
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TABLE 11 (continued) 



THREE-DIMENSIONAL COORDINATES OF MR OBTAINED FROM HOMOLOGY MODELING OF THE CRYSTAL 

STRUCTURE COORDINATES OF GRot IN COMPLEX WITH FP 




30 



[0406] It will be understood that various details of the invention may be changed without departing from the scope 
of the invention. Furthermore, the foregoing description is for the purpose of illustration only, and not for the purpose 
of limitation the invention being defined by the claims. 
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SEQUENCE LISTING 

<110> Xu, H Eric 

Bledsoe, Randy K 
Montana, Valerie G. 
Stewart, Eugene L. 
Lambert, Millard H. 

<120> STRUCTURE OF A GLUCOCORTICOID RECEPTOR LIGAND BINDING DOMAIN 
COMPRISING AN EXPANDED BINDING POCKET AND METHODS EMPLOYING SAME 

<130> PU4803WO 

<160> 11 

<170> Patentln version 3.1 

<210> 1 

<211> 2334 

<212> DNA 

<213> Homo sapiens 

<220> 

<221> CDS 

<222> (1)..(2334) 

<223> 

<400> 1 

atg gac tec aaa gaa tea tta act cct ggt aga gaa gaa aac ccc age 
Met Asp Ser Lys Glu Ser Leu Thr Pro Gly Arg Glu Glu Asn Pro Ser 
1 5 10 15 

agt gtg ctt get cag gag agg gga gat gtg atg gac ttc tat aaa acc 
Ser val Leu Ala Gin Glu Arg Gly Asp Val Met Asp Phe Tyr Lys Thr 

20 25 30 
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eta aga gga gga get act gtg aag gtt tct gcg tct tea ccc tea ctg 144 
Leu Arg Gly Gly Ala Thr Val Lys Val Ser Ala Ser Ser Pro Ser Leu 
5 35 40 45 

get gtc get tct caa tea gac tec aag cag cga aga ctt ttg gtt gat 192 
Ala Val Ala Ser Gin Ser Asp Ser Lys Gin Arg Arg Leu Leu Val Asp 
50 55 60 

10 ttt cca aaa ggc tea gta age aat gcg cag cag cca gat ctg tec aaa 240 

Phe Pro Lys Gly Ser Val Ser Asn Ala Gin Gin Pro Asp Leu Ser Lys 
65 70 75 80 



15 



20 



gca gtt tea etc tea atg gga ctg tat atg gga gag aca gaa aca aaa 288 
Ala Val Ser Leu Ser Met Gly Leu Tyr Met Gly Glu Thr Glu Thr Lys 

85 90 95 

gtg atg gga aat gac ctg gga ttc cca cag cag ggc caa ate age ctt 336 
Val Met Gly Asn Asp Leu Gly Phe Pro Gin Gin Gly Gin He Ser Leu 

100 105 110 

tec teg ggg gaa aca gac tta aag ctt ttg gaa gaa age att gca aac 384 
Ser Ser Gly Glu Thr Asp Leu Lys Leu Leu Glu Glu Ser He Ala Asn 
115 120 125 

etc aat agg teg ace agt gtt cca gag aac ccc aag agt tea gca tec 432 
25 Leu Asn Arg Ser Thr Ser Val Pro Glu Asn Pro Lys Ser Ser Ala Ser 

130 135 140 

act get gtg tct get gee ccc aca gag aag gag ttt cca aaa act cac 480 
Thr Ala Val Ser Ala Ala Pro Thr Glu Lys Glu Phe Pro Lys Thr His 
145 150 155 160 

30 

tct gat gta tct tea gaa cag caa cat ttg aag ggc cag act ggc ace 528 
Ser Asp Val Ser Ser Glu Gin Gin His Leu Lys Gly Gin Thr Gly Thr 

165 170 175 

aac ggt ggc aat gtg aaa ttg tat ace aca gac caa age acc ttt gac 576 
Asn Gly Gly Asn Val Lys Leu Tyr Thr Thr Asp Gin Ser Thr Phe Asp 

180 185 190 

att ttg cag gat ttg gag ttt tct tct ggg tec cca ggt aaa gag acg 624 
lie Leu Gin Asp Leu Glu Phe Ser Ser Gly Ser Pro Gly Lys Glu Thr 
195 200 205 

aat gag agt cct tgg aga tea gac ctg ttg ata gat gaa aac tgt ttg 672 
Asn Glu Ser Pro Trp Arg Ser Asp Leu Leu He Asp Glu Asn Cys Leu 
210 215 220 

ctt tct cct ctg gcg gga gaa gac gat tea ttc ctt ttg gaa gga aac 720 
Leu Ser Pro Leu Ala Gly Glu Asp Asp Ser Phe Leu Leu Glu Gly Asn 
225 230 235 240 

teg aat gag gac tgc aag cct etc att tta ccg gac act aaa ccc aaa 768 
Ser Asn Glu Asp Cys Lys Pro Leu He Leu Pro Asp Thr Lys Pro Lys 

245 250 255 

att aag gat aat gga gat ctg gtt ttg tea age ccc agt aat gta aca 816 
He Lys Asp Asn Gly Asp Leu Val Leu Ser Ser Pro Ser Asn Val Thr 

260 265 270 

55 ctg ccc caa gtg aaa aca gaa aaa gaa gat ttc ate gaa etc tgc acc 864 
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Leu Pro Gin Val Lye Thr Glu Lys Glu Asp Phe lie Glu Leu Cys Thr 
275 280 285 



cct ggg gta att aag caa gag aaa ctg ggc aca gtt tac tgt cag gca 912 
Pro Gly Val He Lys Gin Glu Lys Leu Gly Thr Val Tyr Cys Gin Ala 
290 295 300 

age ttt cct gga gca aat ata att ggt aat aaa atg tct gec att tct 960 
Ser Phe Pro Gly Ala Asn He He Gly Asn Lys Met Ser Ala He Ser 
305 310 315 320 

gtt cat ggt gtg agt acc tct gga gga cag atg tac cac tat gac atg 1008 
Val His Gly val Ser Thr Ser Gly Gly Gin Met Tyr His Tyr Asp Met 

325 330 335 

aat aca gca tec ctt tct caa cag cag gat cag aag cct att ttt aat 1056 
Asn Thr Ala Ser Leu Ser Gin Gin Gin Asp Gin Lys Pro He Phe Asn 

340 345 350 

20 gtc att cca cca att ccc gtt ggt tec gaa aat tgg aat agg tgc caa 1104 

Val He Pro Pro He Pro Val Gly Ser Glu Asn Trp Asn Arg Cys Gin 
355 360 365 

gga tct gga gat gac aac ttg act tct ctg ggg act ctg aac ttc cct 1152 
Gly Ser Gly Asp Asp Asn Leu Thr Ser Leu Gly Thr Leu Asn Phe Pro 
25 370 375 380 

ggt cga aca gtt ttt tct aat ggc tat tea age ccc age atg aga cca 1200 
Gly Arg Thr Val Phe Ser Asn Gly Tyr Ser Ser Pro Ser Met Arg Pro 
385 390 395 400 

30 gat gta age tct cct cca tec age tec tea aca gca aca aca gga cca 1248 

Asp Val Ser Ser Pro Pro Ser Ser Ser Ser Thr Ala Thr Thr Gly Pro 

405 410 415 

cct ccc aaa etc tgc ctg gtg tgc tct gat gaa get tea gga tgt cat 1296 
Pro Pro Lys Leu Cys Leu Val Cys Ser Asp Glu Ala Ser Gly Cys His 
420 425 430 

tat gga gtc tta act tgt gga age tgt aaa gtt ttc ttc aaa aga gca 1344 
Tyr Gly val Leu Thr Cys Gly Ser Cys Lys Val Phe Phe Lys Arg Ala 
435 440 445 

gtg gaa gga cag cac aat tac eta tgt get gga agg aat gat tgc ate 1392 
Val Glu Gly Gin His Asn Tyr Leu Cys Ala Gly Arg Asn Asp Cys He 
450 455 460 

ate gat aaa att cga aga aaa aac tgc cca gca tgc cgc tat cga aaa 1440 
45 He Asp Lys He Arg Arg Lys Asn Cys Pro Ala Cys Arg Tyr Arg Lys 

465 470 475 480 

tgt ctt cag get gga atg aac ctg gaa get cga aaa aca aag aaa aaa 1488 
Cys Leu Gin Ala Gly Met Asn Leu Glu Ala Arg Lys Thr Lys Lys Lys 

485 490 " ^ 495 

50 

ata aaa gga att cag cag gec act aca gga gtc tea caa gaa acc tct 1536 
He Lys Gly He Gin Gin Ala Thr Thr Gly Val Ser Gin Glu Thr Ser 
500 505 510 

gaa aat cct ggt aac aaa aca ata gtt cct gca acg tta cca caa etc 1584 
55 Glu Asn Pro Gly Asn Lys Thr He Val Pro Ala Thr Leu Pro Gin Leu 



35 



40 



717 



EP1 375 517 A1 



515 520 525 

acc cct acc ctg gtg tea ctg ttg gag gtt att gaa cct gaa gtg tta 1632 
Thr Pro Thr Leu Val Ser Leu Leu Glu Val lie Glu Pro Glu Val Leu 
530 535 540 



tat gca gga tat gat age tct gtt cca gac tea act tgg agg ate atg 1680 
Tyr Ala Gly Tyr Asp Ser Ser Val Pro Asp Ser Thr Trp Arg lie Met 
10 545 550 555 560 

act acg etc aac atg tta gga ggg egg caa gtg att gca gca gtg aaa 1728 

Thr Thr Leu Asn Met Leu Gly Gly Arg Gin Val lie Ala Ala Val Lys 

565 570 575 

15 

tgg gca aag gca ata cca ggt ttc agg aac tta cac ctg gat gac caa 1776 

Trp Ala Lys Ala He Pro Gly Phe Arg Asn Leu His Leu Asp Asp Gin 

580 585 590 

atg acc eta ctg cag tac tec tgg atg ttt ctt atg gca ttt get ctg 1824 
20 Met Thr Leu Leu Gin Tyr Ser Trp Met Phe Leu Met Ala Phe Ala Leu 

595 600 605 

999 tgg aga tea tat aga caa tea agt gca aac ctg ctg tgt ttt get 1872 

Gly Trp Arg Ser Tyr Arg Gin Ser Ser Ala Asn Leu Leu Cys Phe Ala 

610 615 620 

25 

cct gat ctg att att aat gag cag aga atg act eta ccc tgc atg tac 1920 

Pro Asp Leu He He Asn Glu Gin Arg Met Thr Leu Pro Cys Met Tyr 
625 630 635 640 

gac caa tgt aaa cac atg ctg tat gtt tec tct gag tta cac agg ctt 1968 
30 Asp Gin Cys Lys His Met Leu Tyr Val Ser Ser Glu Leu His Arg Leu 

645 650 655 

cag gta tct tat gaa gag tat etc tgt atg aaa acc tta ctg ctt etc 2016 

Gin Val Ser Tyr Glu Glu Tyr Leu Cys Met Lys Thr Leu Leu Leu Leu 

660 665 670 

35 

tct tea gtt cct aag gac ggt ctg aag age caa gag eta ttt gat gaa 2064 

Ser Ser Val Pro Lys Asp Gly Leu Lys Ser Gin Glu Leu Phe Asp Glu 
675 680 685 

att aga atg acc tac ate aaa gag eta gga aaa gec att gtc aag agg 2112 
40 He Arg Met Thr Tyr He Lys Glu Leu Gly Lys Ala He Val Lys Arg 

690 695 700 

gaa gga aac tec age cag aac tgg cag egg ttt tat caa ctg aca aaa 2160 

Glu Gly Asn Ser Ser Gin Asn Trp Gin Arg Phe Tyr Gin Leu Thr Lys 

705 710 715 720 

45 

etc ttg gat tct atg cat gaa gtg gtt gaa aat etc ctt aac tat tgc 2208 

Leu Leu Asp Ser Met His Glu Val Val Glu Asn Leu Leu Asn Tyr Cys 

725 730 735 

50 ttc caa aca ttt ttg gat aag acc atg agt att gaa ttc ccc gag atg 2256 

Phe Gin Thr Phe Leu Asp Lys Thr Met Ser He Glu Phe Pro Glu Met 
740 745 750 

tta get gaa ate ate acc aat cag ata cca aaa tat tea aat gga aat 2304 
Leu Ala Glu He lie Thr Asn Gin He Pro Lys Tyr Ser Asn Gly Asn 
55 755 760 765 
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10 



15 



20 



30 



40 



50 



ate aaa aaa ctt ctg ttt cat caa aag tga 2334 
lie Lys Lys Leu Leu Phe His Gin Lys 
770 775 



<210> 2 

<211> 777 

<212> PRT 

<213> Homo sapiens 



<:400> 2 

Met Asp Ser Lys Glu Ser Leu Thr Pro Gly Arg Glu Glu Asn Pro Ser 
15 10 15 



Ser val Leu Ala Gin Glu Arg Gly Asp Val Met Asp Phe Tyr Lys Thr 

20 25 30 



Leu Arg Gly Gly Ala Thr Val Lys Val Ser Ala Ser Ser Pro Ser Leu 
25 35 40 45 



Ala Val Ala Ser Gin Ser Asp Ser Lys Gin Arg Arg Leu Leu Val Asp 
50 55 60 



Phe Pro Lys Gly Ser Val Ser Asn Ala Gin Gin Pro Asp Leu Ser Lys 
65 70 75 * 80 



Ala Val Ser Leu Ser Met Gly Leu Tyr Met Gly Glu Thr Glu Thr Lys 
35 8 5 9 0 95 



val Met Gly Asn Asp Leu Gly Phe Pro Gin Gin Gly Gin He Ser Leu 

100 105 110 



Ser Ser Gly Glu Thr Asp Leu Lys Leu Leu Glu Glu Ser He Ala Asn 
115 120 125 



45 Leu Asn Arg Ser Thr Ser Val Pro Glu Asn Pro Lys Ser Ser Ala Ser 

130 135 140 



Thr Ala Val Ser Ala Ala Pro Thr Glu Lys Glu Phe Pro Lys Thr His 
145 150 155 160 



Ser Asp Val Ser Ser Glu Gin Gin His Leu Lys Gly Gin Thr Gly Thr 

165 170 175 



55 Asn Gly Gly Asn Val Lys Leu Tyr Thr Thr Asp Gin Ser Thr Phe Asp 
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180 



185 



190 



He Leu Gin Asp Leu Glu Phe Ser Ser Gly Ser Pro Gly Lys Glu Thr 
195 200 205 

Asn Glu Ser Pro Trp Arg Ser Asp Leu Leu He Asp Glu Asn Cys Leu 
210 215 220 



Leu Ser Pro Leu Ala Gly Glu Asp Asp Ser Phe Leu Leu Glu Gly Asn 
225 230 235 240 

Ser Asn Glu Asp Cys Lys Pro Leu He Leu Pro Asp Thr Lys Pro Lys 

245 250 255 



He Lys Asp Asn Gly Asp Leu Val Leu Ser Ser Pro Ser Asn Val Thr 

260 265 270 

Leu Pro Gin Val Lys Thr Glu Lys Glu Asp Phe He Glu Leu Cys Thr 
275 280 285 



Pro Gly Val He Lys Gin Glu Lys Leu Gly Thr Val Tyr Cys Gin Ala 
290 295 300 



Ser Phe Pro Gly Ala Asn He He Gly Asn Lys Met Ser Ala He Ser 

315 320 



305 



310 



Val His Gly Val Ser Thr Ser Gly Gly Gin Met Tyr His Tyr Asp Met 

325 330 335 



Asn Thr Ala Ser Leu Ser Gin Gin Gin Asp Gin Lys Pro He Phe Asn 

345 350 



340 



Val He Pro Pro He Pro Val Gly Ser Glu Asn Trp Asn Arg Cys Gin 
355 360 365 

Gly Ser Gly Asp Asp Asn Leu Thr Ser Leu Gly Thr Leu Asn Phe Pro 
370 4 375 380 



Glv Arq Thr Val Phe Ser Asn Gly Tyr Ser Ser Pro Ser Met Arg Pro 
385 390 395 400 



Asp val Ser Ser Pro Pro Ser Ser Ser Ser Thr Ala Thr Thr Gly Pro 

405 410 415 



Pro Pro Lys Leu Cys Leu Val Cys Ser Asp Glu Ala Ser Gly Cys His 
420 425 430 



Tyr Gly Val Leu Thr Cys Gly Ser Cys Lys Val Phe Phe Lys Arg Ala 
435 440 445 
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Val Glu Gly Gin His Asn Tyr Leu Cys Ala Gly Arg Asn Asp Cys lie 
450 455 460 



lie Asp Lys lie Arg Arg Lys Asn Cys Pro Ala Cys Arg Tyr Arg Lys 
465 470 475 480 



10 



Cys Leu Gin Ala Gly Met Asn Leu Glu Ala Arg Lys Thr Lys Lys Lys 

485 490 495 



15 



He Lys Gly He Gin Gin Ala Thr Thr Gly Val Ser Gin Glu Thr Ser 

500 505 510 

Glu Asn Pro Gly Asn Lys Thr He Val Pro Ala Thr Leu Pro Gin Leu 
515 520 525 



20 



Thr Pro Thr Leu Val Ser Leu Leu Glu Val He Glu Pro Glu Val Leu 
530 535 540 



25 



Tyr Ala Gly Tyr Asp Ser Ser Val Pro Asp Ser Thr Trp Arg He Met 
545 550 555 560 



Thr Thr Leu Asn Met Leu Gly Gly Arg Gin Val lie Ala Ala Val Lys 

565 570 575 



30 



Trp Ala Lys Ala He Pro Gly Phe Arg Asn Leu His Leu Asp Asp Gin 

580 585 590 



35 



Met Thr Leu Leu Gin Tyr Ser Trp Met Phe Leu Met Ala Phe Ala Leu 
595 600 605 



Gly Trp Arg Ser Tyr Arg Gin Ser Ser Ala Asn Leu Leu Cys Phe Ala 
610 ~ 615 620 



40 



Pro Asp Leu He lie Asn Glu Gin Arg Met Thr Leu Pro Cys Met Tyr 
625 630 635 640 



45 



Asp Gin Cys Lys His Met Leu Tyr Val Ser Ser Glu Leu His Arg Leu 

645 650 655 



Gin Val Ser Tyr Glu Glu Tyr Leu Cys Met Lys Thr Leu Leu Leu Leu 
660 665 670 



50 



Ser Ser Val Pro Lys Asp Gly Leu Lys Ser Gin Glu Leu Phe Asp Glu 
675 680 685 



55 



He Arg Met Thr Tyr He Lys Glu Leu Gly Lys Ala lie Val Lys Arg 
690 695 700 
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Glu Gly Asn Ser Ser Gin Asn Trp Gin Arg Phe Tyr Gin Leu Thr Lys 
705 710 715 720 



Leu Leu Asp Ser Met His Glu Val Val Glu Asn Leu Leu Asn Tyr Cye 

725 730 735 



Phe Gin Thr Phe Leu Asp Lys Thr Met Ser He Glu Phe Pro Glu Met 
10 740 745 750 



Leu Ala Glu He He Thr Asn Gin He Pro Lys Tyr Ser Asn Gly Asn 
755 760 765 



15 



20 



45 



50 



55 



lie Lys Lys Leu Leu Phe His Gin Lys 

770 775 
<210> 3 

<211> 2334 

<212> DNA 

<213> Homo sapiens 



25 

<220> 

<221> CDS 
30 <222> (1)..(2334) 

<223> 



35 <400> 3 

atg gac tec aaa gaa tea tta act cct ggt aga gaa gaa aac ccc age 
Met Asp Ser Lys Glu Ser Leu Thr Pro Gly Arg Glu Glu Asn Pro Ser 
15 10 15 

agt gtg ctt get cag gag agg gga gat gtg atg gac ttc tat aaa acc 
40 Ser val Leu Ala Gin Glu Arg Gly Asp Val Met Asp Phe Tyr Lys Thr 

20 25 30 



gca gtt tea etc tea atg gga ctg tat atg gga gag aca gaa aca aaa 
Ala Val Ser Leu Ser Met Gly Leu Tyr Met Gly Glu Thr Glu Thr Lys 

85 90 95 



48 



96 



eta aga gga gga get act gtg aag gtt tct gcg tct tea ccc tea ctg 144 

Leu Arg Gly Gly Ala Thr Val Lys Val Ser Ala Ser Ser Pro Ser Leu 
35 40 45 

get gtc get tct caa tea gac tec aag cag cga aga ctt ttg gtt gat 192 

Ala Val Ala Ser Gin Ser Asp Ser Lys Gin Arg Arg Leu Leu Val Asp 
50 55 60 

ttt cca aaa ggc tea gta age aat gcg cag cag cca gat ctg tec aaa 240 

Phe Pro Lys Gly Ser Val Ser Asn Ala Gin Gin Pro Asp Leu Ser Lys 
65 70 75 80 
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gtg atg gga aat 
Val Met Gly Asn 

100 

5 

tec teg ggg gaa 
Ser Ser Gly Glu 
115 

etc aat agg teg 
10 Leu Asn Arg Ser 

130 

act get gtg tct 
Thr Ala Val Ser 



gac ctg gga ttc 
Asp Leu Gly Phe 



aca gac tta aag 
Thr Asp Leu Lys 

120 

ace agt gtt cca 
Thr Ser Val Pro 
135 

get gec ccc aca 
Ala Ala Pro Thr 
150 



cca cag cag ggc 
Pro Gin Gin Gly 
105 

ctt ttg gaa gaa 
Leu Leu Glu Glu 



gag aac ccc aag 
Glu Asn Pro Lys 

140 

gag aag gag ttt 
Glu Lys Glu Phe 
155 



caa ate age ctt 
Gin lie Ser Leu 
110 

age att gca aac 
Ser lie Ala Asn 
125 

agt tea gca tec 
Ser Ser Ala Ser 



cca aaa act cac 
Pro Lys Thr His 

160 



20 



tct gat gta tct tea gaa cag caa cat ttg aag ggc cag act ggc ace 
Ser Asp Val Ser Ser Glu Gin Gin His Leu Lys Gly Gin Thr Gly Thr 

165 170 175 

aac ggt ggc aat gtg aaa ttg tat ace aca gac caa age ace ttt gac 
Asn Gly Gly Asn Val Lys Leu Tyr Thr Thr Asp Gin Ser Thr Phe Asp 

180 185 190 

§ 

att ttg cag gat ttg gag ttt tct tct ggg tec cca ggt aaa gag acg 

25 He Leu Gin Asp Leu Glu Phe Ser Ser Gly Ser Pro Gly Lys Glu Thr 

195 200 205 

aat gag agt cct tgg aga tea gac ctg ttg ata gat gaa aac tgt ttg 

Asn Glu Ser Pro Trp Arg Ser Asp Leu Leu He Asp Glu Asn Cys Leu 

210 215 220 

30 

ctt tct cct ctg gcg gga gaa gac gat tea ttc ctt ttg gaa gga aac 

Leu Ser Pro Leu Ala Gly Glu Asp Asp Ser Phe Leu Leu Glu Gly Asn 

225 230 235 240 

teg aat gag gac tgc aag cct etc att tta ccg gac act aaa ccc aaa 
35 Ser Asn Glu Asp Cys Lys Pro Leu He Leu Pro Asp Thr Lys Pro Lys 

245 250 255 

att aag gat aat gga gat ctg gtt ttg tea age ccc agt aat gta aca 

He Lys Asp Asn Gly Asp Leu Val Leu Ser Ser Pro Ser Asn Val Thr 

260 265 270 

40 

ctg ccc caa gtg aaa aca gaa aaa gaa gat ttc ate gaa etc tgc ace 

Leu Pro Gin Val Lys Thr Glu Lys Glu Asp Phe He Glu Leu Cys Thr 
275 280 285 

45 cct ggg gta att aag caa gag aaa ctg ggc aca gtt tac tgt cag gca 

Pro Gly Val He Lys Gin Glu Lys Leu Gly Thr Val Tyr Cys Gin Ala 
290 295 300 

age ttt cct gga gca aat ata att ggt aat aaa atg tct gee att tct 
Ser Phe Pro Gly Ala Asn He He Gly Asn Lys Met Ser Ala He Ser 
50 305 310 315 320 

gtt cat ggt gtg agt ace tct gga gga cag atg tac cac tat gac atg 
Val His Gly Val Ser Thr Ser Gly Gly Gin Met Tyr His Tyr Asp Met 

325 330 335 

55 aat aca gca tec ctt tct caa cag cag gat cag aag cct att ttt aat 



336 



384 



432 



480 



528 



576 



624 



672 



720 



768 



816 



864 



912 



960 



1008 



1056 
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10 



15 



20 



45 



50 



Asn Thr Ala Ser Leu Ser Gin Gin Gin Asp Gin Lys Pro He Phe Asn 

340 345 350 

gtc att cca cca att ccc gtt ggt tec gaa aat tgg aat agg tgc caa 1104 
Val He Pro Pro lie Pro Val Gly Ser Glu Asn Trp Asn Arg Cys Gin 
355 360 365 

gga tct gga gat gac aac ttg act tct ctg ggg act ctg aac ttc cct 1152 
Gly Ser Gly Asp Asp Asn Leu Thr Ser Leu Gly Thr Leu Asn Phe Pro 
370 375 380 

ggt cga aca gtt ttt tct aat ggc tat tea age ccc age atg aga cca 1200 
Gly Arg Thr Val Phe Ser Asn Gly Tyr Ser Ser Pro Ser Met Arg Pro 
385 390 ~ 395 400 

gat gta age tct cct cca tec age tec tea aca gca aca aca gga cca 1248 
Asp Val Ser Ser Pro Pro Ser Ser Ser Ser Thr Ala Thr Thr Gly Pro 

405 410 415 

cct ccc aaa etc tgc ctg gtg tgc tct gat gaa get tea gga tgt cat 1296 
Pro Pro Lys Leu Cys Leu Val Cys Ser Asp Glu Ala Ser Gly Cys His 

420 425 430 



tat gga gtc tta act tgt gga age tgt aaa gtt ttc ttc aaa aga gca 1344 
Tyr Gly Val Leu Thr Cys Gly Ser Cys Lys Val Phe Phe Lys Arg Ala 
25 4 3 5 4 4 0 4 4 5 

gtg gaa gga cag cac aat tac eta tgt get gga agg aat gat tgc ate 1392 
Val Glu Gly Gin His Asn Tyr Leu Cys Ala Gly Arg Asn Asp Cys He 
450 455 460 

30 ate gat aaa att cga aga aaa aac tgc cca gca tgc cgc tat cga aaa 1440 

He Asp Lys He Arg Arg Lys Asn Cys Pro Ala Cys Arg Tyr Arg Lys 
465 470 475 480 

tgt ctt cag get gga atg aac ctg gaa get cga aaa aca aagaaa aaa 1488 
Cys Leu Gin Ala Gly Met Asn Leu Glu Ala Arg Lys Thr Lys Lys Lys 
35 485 490 495 

ata aaa gga att cag cag gee act aca gga gtc tea caa gaa acc tct 1536 
He Lys Gly He Gin Gin Ala Thr Thr Gly Val Ser Gin Glu Thr Ser 

500 505 510 

40 gaa aat cct ggt aac aaa aca ata gtt cct gca acg tta cca caa etc 1584 

Glu Asn Pro Gly Asn Lys Thr He Val Pro Ala Thr Leu Pro Gin Leu 
515 520 525 

acc cct acc ctg gtg tea ctg ttg gag gtt att gaa cct gaa gtg tta 1632 
Thr Pro Thr Leu Val Ser Leu Leu Glu Val He Glu Pro Glu Val Leu 
530 535 540 

tat gca gga tat gat age tct gtt cca gac tea act tgg agg ate atg 16 80 
Tyr Ala Gly Tyr Asp Ser Ser Val Pro Asp Ser Thr Trp Arg He Met 
545 550 555 560 

act acg etc aac atg tta gga ggg egg caa gtg att gca gca gtg aaa 1728 
Thr Thr Leu Asn Met Leu Gly Gly Arg Gin Val He Ala Ala Val Lys 

565 570 575 

tgg gca aag gca ata cca ggt ttc agg aac tta cac ctg gat gac caa 1776 
55 Trp Ala Lys Ala He Pro Gly Phe Arg Asn Leu His Leu Asp Asp Gin 
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w 



15 



20 



580 585 590 

atg acc eta ctg cag tac tec tgg atg tec ctt atg gca ttt get ctg 1824 
Met Thr Leu Leu Gin Tyr Ser Trp Met Ser Leu Met Ala Phe Ala Leu 
595 600 605 

999 tgg aga tea tat aga caa tea agt gca aac ctg ctg tgt ttt get 1872 
Gly Trp Arg Ser Tyr Arg Gin Ser Ser Ala Asn Leu Leu Cys Phe Ala 
610 615 620 

cct gat ctg att att aat gag cag aga atg act eta ccc tgc atg tac 1920 
Pro Asp Leu He He Asn Glu Gin Arg Met Thr Leu Pro Cys Met Tyr 
625 630 635 640 

gac caa tgt aaa cac atg ctg tat gtt tec tct gag tta cac agg ctt 1968 
Asp Gin Cys Lys His Met Leu Tyr Val Ser Ser Glu Leu His Arg Leu 

645 650 655 

cag gta tct tat gaa gag tat etc tgt atg aaa acc tta ctg ctt etc 2016 
Gin Val Ser Tyr Glu Glu Tyr Leu Cys Met Lys Thr Leu Leu Leu Leu 

660 665 670 

tct tea gtt cct aag gac ggt ctg aag age caa gag eta ttt gat gaa 2064 
Ser Ser Val Pro Lys Asp Gly Leu Lys Ser Gin Glu Leu Phe Asp Glu 
675 680 685 



25 



att aga atg acc tac ate aaa gag eta gga aaa gee att gtc aag agg 2112 
He Arg Met Thr Tyr He Lys Glu Leu Gly Lys Ala He Val Lys Arg 
690 695 700 

gaa gga aac tec age cag aac tgg cag egg ttt tat caa ctg aca aaa 2160 
30 Glu Gly Asn Ser Ser Gin Asn Trp Gin Arg Phe Tyr Gin Leu Thr Lys 

705 710 715 720 

etc ttg gat tct atg cat gaa gtg gtt gaa aat etc ctt aac tat tgc 2208 
Leu Leu Asp Ser Met His Glu Val Val Glu Asn Leu Leu Asn Tyr Cys 

725 730 735 



35 



40 



45 



50 



ttc caa aca ttt ttg gat aag acc atg agt att gaa ttc ccc gag atg 2256 
Phe Gin Thr Phe Leu Asp Lys Thr Met Ser He Glu Phe Pro Glu Met 

740 745 750 

tta get gaa ate ate acc aat cag ata cca aaa tat tea aat gga aat 2304 
Leu Ala Glu He He Thr Asn Gin He Pro Lys Tyr Ser Asn Gly Asn 
755 760 765. 

ate aaa aaa ctt ctg ttt cat caa aag tga 2334 
He Lys Lys Leu Leu Phe His Gin Lys 
770 775 



<210> 4 

<211> 777 

<212> PRT 

<213> Homo sapiens 



55 
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<400> 4 

Met Asp Ser Lys Glu Ser Leu Thr Pro Gly Arg Glu Glu Asn Pro Ser 
15 10 15 



Ser Val Leu Ala Gin Glu Arg Gly Asp Val Met Asp Phe Tyr Lys Thr 
20 25 30 

Leu Arg Gly Gly Ala Thr Val Lys Val Ser Ala Ser Ser Pro Ser Leu 
35 40 45 

Ala Val Ala Ser Gin Ser Asp Ser Lys Gin Arg Arg Leu Leu Val Asp 
50 55 60 



Phe Pro Lys Gly Ser Val Ser Asn Ala Gin Gin Pro Asp Leu Ser Lys 
65 70 75 80 



Ala Val Ser Leu Ser Met Gly Leu Tyr Met Gly Glu Thr Glu Thr Lys 

85 90 95 



Val Met Gly Asn Asp Leu Gly Phe Pro Gin Gin Gly Gin lie Ser Leu 

100 105 HO 



Ser Ser Gly Glu Thr Asp Leu Lys Leu Leu Glu Glu Ser lie Ala Asn 
115 120 125 

Leu Asn Arg Ser Thr Ser Val Pro Glu Asn Pro Lys Ser Ser Ala Ser 
130 ' 135 140 

Thr Ala Val Ser Ala Ala Pro Thr Glu Lys Glu Phe Pro Lys Thr His 
145 150 155 160 

Ser Asp Val Ser Ser Glu Gin Gin His Leu Lys Gly Gin Thr Gly Thr 

165 170 175 



Asn Gly Gly Asn Val Lys Leu Tyr Thr Thr Asp Gin Ser Thr Phe Asp 

180 185 190 



lie Leu Gin Asp Leu Glu Phe Ser Ser Gly Ser Pro Gly Lys Glu Thr 
195 A 200 205 

Asn Glu Ser Pro Trp Arg Ser Asp Leu Leu He Asp Glu Asn Cys Leu 
210 215 220 



Leu Ser Pro Leu Ala Gly Glu Asp Asp Ser Phe Leu Leu Glu Gly Asn 
225 230 235 240 
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Ser Asn Glu Asp Cys Lys Pro Leu lie Leu Pro Asp Thr Lys Pro Lys 

245 250 255 



lie Lys Asp Asn Gly Asp Leu Val Leu Ser Ser Pro Ser Asn Val Thr 

260 265 270 



10 



Leu Pro Gin Val Lys Thr Glu Lys Glu Asp Phe lie Glu Leu Cys Thr 
275 280 285 



Pro Gly Val lie Lys Gin Glu Lys Leu Gly Thr Val Tyr Cys Gin Ala 
290 295 300 



15 



Ser Phe Pro Gly Ala Asn lie lie Gly Asn Lys Met Ser Ala lie Ser 
305 310 315 320 



20 



Val His Gly Val Ser Thr Ser Gly Gly Gin Met Tyr Hie Tyr Asp Met 

325 330 335 



Asn Thr Ala Ser Leu Ser Gin Gin Gin Asp Gin Lys Pro lie Phe Asn 

340 345 350 



25 



Val He Pro Pro He Pro Val Gly Ser Glu Asn Trp Asn Arg Cys Gin 
355 360 365 



30 



Gly Ser Gly Asp Asp Asn Leu Thr Ser Leu Gly Thr Leu Asn Phe Pro 

370 375 380 

Gly Arg Thr Val Phe Ser Asn Gly Tyr Ser Ser Pro Ser Met Arg Pro 
385 390 395 400 



35 



Asp Val Ser Ser Pro Pro Ser Ser Ser Ser Thr Ala Thr Thr Gly Pro 

405 410 415 



40 



Pro Pro Lys Leu Cys Leu Val Cys Ser Asp Glu Ala Ser Gly Cys His 
420 425 430 



Tyr Gly Val Leu Thr Cys Gly Ser Cys Lys Val Phe Phe Lys Arg Ala 
435 440 445 



45 



Val Glu Gly Gin His Asn Tyr Leu Cys Ala Gly Arg Asn Asp Cys He 
450 455 460 



50 



He Asp Lys He Arg Arg Lys Asn Cys Pro Ala Cys Arg Tyr Arg Lys 
465 470 475 480 



Cys Leu Gin Ala Gly Met Asn Leu Glu Ala Arg Lys Thr Lys Lys Lys 

485 490 495 



55 



He Lys Gly He Gin Gin Ala Thr Thr Gly Val Ser Gin Glu Thr Ser 
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500 



505 



510 



Glu Ash Pro Gly Asn Lys Thr He Val Pro Ala Thr Leu Pro Gin Leu 
515 520 525 



Thr Pro Thr Leu Val Ser Leu Leu Glu Val He Glu Pro Glu Val Leu 
530 535 540 

Tyr Ala Gly Tyr Asp Ser Ser Val Pro Asp Ser Thr Trp Arg He Met 

545 4 550 555 560 



Thr Thr Leu Asn Met Leu Gly Gly Arg Gin Val He Ala Ala Val Lys 

565 570 575 



Trp Ala Lys Ala lie Pro Gly Phe Arg Asn Leu His Leu Asp Asp Gin 

580 585 590 



Met Thr Leu Leu Gin Tyr Ser Trp Met Ser Leu Met Ala Phe Ala Leu 
595 600 605 



Gly Trp Arg Ser Tyr Arg Gin Ser Ser Ala Asn Leu Leu Cys Phe Ala 
610 615 620 



Pro Asp Leu He He Asn Glu Gin Arg Met Thr Leu Pro Cys Met Tyr 
625 " 630 635 640 



Asp Gin Cys Lys His Met Leu Tyr Val Ser Ser Glu Leu His Arg Leu 

645 650 655 

Gin Val Ser Tyr Glu Glu Tyr Leu Cys Met Lys Thr Leu Leu Leu Leu 

660 665 670 



Ser Ser Val Pro Lys Asp Gly Leu Lys Ser Gin Glu Leu Phe Asp Glu 
675 680 685 



He Arg Met Thr Tyr He Lys Glu Leu Gly Lys Ala lie Val Lys Arg 
690 695 700 



Glu Gly Asn Ser Ser Gin Asn Trp Gin Arg Phe Tyr Gin Leu Thr Lys 
705 710 715 720 



Leu Leu Asp Ser Met His Glu Val Val Glu Asn Leu Leu Asn Tyr Cys 

725 730 735 



Phe Gin Thr Phe Leu Asp Lys Thr Met Ser lie Glu Phe Pro Glu Met 

740 745 750 



Leu Ala Glu He He Thr Asn Gin He Pro Lys Tyr Ser Asn Gly Asn 
755 760 765 
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He Lys Lys Leu Leu Phe His Gin Lys 
770 775 

<210> 5 

<211> 774 

<212> DNA 

<213> Homo sapiens 



15 



<220> 



<221> CDS 



20 



<222> (1)..(771) 



<223> 



<400> 5 

25 gtt cct gca acg tta cca caa etc acc cct acc ctg gtg tea ctg ttg 48 

Val Pro Ala Thr Leu Pro Gin Leu Thr Pro Thr Leu Val Ser Leu Leu 
15 10 15 

gag gtt att gaa cct gaa gtg tta tat gca gga tat gat age tct gtt 96 
Glu Val He Glu Pro Glu Val Leu Tyr Ala Gly Tyr Asp Ser Ser Val 
30 20 25 30 

cca gac tea act tgg agg ate atg act acg etc aac atg tta gga ggg 144 
Pro Asp Ser Thr Trp Arg He Met Thr Thr Leu Asn Met Leu Gly Gly 
35 40 45 



35 



40 



45 



50 



egg caa gtg att gca gca gtg aaa tgg gca aag gca ata cca ggt ttc 192 
Arg Gin Val He Ala Ala Val Lys Trp Ala Lys Ala He Pro Gly Phe 
50 55 60 

agg aac tta cac ctg gat gac caa atg acc eta ctg cag tac tec tgg 240 
Arg Asn Leu His Leu Asp Asp Gin Met Thr Leu Leu Gin Tyr Ser Trp 
65 70 75 80 

atg ttt ctt atg gca ttt get ctg ggg tgg aga tea tat aga caa tea 288 
Met Phe Leu Met Ala Phe Ala Leu Gly Trp Arg Ser Tyr Arg Gin Ser 

85 90 95 

agt gca aac ctg ctg tgt ttt get cct gat ctg att att aat gag cag 336 
Ser Ala Asn Leu Leu Cys Phe Ala Pro Asp Leu He He Asn Glu Gin 

100 105 110 

aga atg act eta ccc tgc atg tac gac caa tgt aaa cac atg ctg tat 384 
Arg Met Thr Leu Pro Cys Met Tyr Asp Gin Cys Lys His Met Leu Tyr 
115 120 125 



gtt tec tct gag tta cac agg ctt cag gta tct tat gaa gag tat etc 432 
Val Ser Ser Glu Leu His Arg Leu Gin Val Ser Tyr Glu Glu Tyr Leu 
55 130 135 140 
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tgt atg aaa acc tta ctg ctt etc tct tea gtt cct aag gac ggt ctg 
Cys Met Lys Thr Leu Leu Leu Leu Ser Ser Val Pro Lys Asp Gly Leu 
145 150 155 160 



Pro Asp Ser Thr Trp Arg lie Met Thr Thr Leu Asn Met Leu Gly Gly 
35 40 45 



Arg Gin Val He Ala Ala Val Lys Trp Ala Lys Ala He Pro Gly Phe 
50 55 60 



Arg Asn Leu His Leu Asp Asp Gin Met Thr Leu Leu Gin Tyr Ser Trp 
65 70 75 80 



480 



720 



aag age caa gag eta ttt gat gaa att aga atg acc tac ate aaa gag 528 
Lys Ser Gin Glu Leu Phe Asp Glu He Arg Met Thr Tyr He Lys Glu 

165 170 175 

eta gga aaa gec att gtc aag agg gaa gga aac tec age cag aac tgg 576 
Leu Gly Lys Ala He Val Lys Arg Glu Gly Asn Ser Ser Gin Asn Trp 
180 185 190 

cag egg ttt tat caa ctg aca aaa etc ttg gat tct atg cat gaa gtg 624 
Gin Arg Phe Tyr Gin Leu Thr Lys Leu Leu Asp Ser Met His Glu Val 
195 200 205 

gtt gaa aat etc ctt aac tat tgc ttc caa aca ttt ttg gat aag acc 672 
Val Glu Asn Leu Leu Asn Tyr Cys Phe Gin Thr Phe Leu Asp Lys Thr 
210 215 220 

atg agt att gaa ttc ccc gag atg tta get gaa ate ate acc aat cag 
Met Ser He Glu Phe Pro Glu Met Leu Ala Glu He He Thr Asn Gin 
225 230 235 240 

ata cca aaa tat tea aat gga aat ate aaa aaa ctt ctg ttt cat caa 768 
He Pro Lys Tyr Ser Asn Gly Asn He Lys Lys Leu Leu Phe His Gin 

245 250 255 

aag tga 774 
Lys 



30 

<210> 6 

<211> 257 

<212> PRT 

35 

<213> Homo sapiens 

<400> 6 

Val Pro Ala Thr Leu Pro Gin Leu Thr Pro Thr Leu Val Ser Leu Leu 
40 1 5 10 15 

Glu Val He Glu Pro Glu Val Leu Tyr Ala Gly Tyr Asp Ser Ser Val 
20 25 30 



55 
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Met Phe Leu Met Ala Phe Ala Leu Gly Trp Arg Ser Tyr Arg Gin Ser 

85 90 " 95 



Ser Ala Asn Leu Leu Cys Phe Ala Pro Asp Leu lie lie Asn Glu Gin 
100 105 110 



Arg Met Thr Leu Pro Cys Met Tyr Asp Gin Cys Lys His Met Leu Tyr 
115 120 125 



Val Ser Ser Glu Leu His Arg Leu Gin Val Ser Tyr Glu Glu Tyr Leu 
130 135 140 



Cys Met Lys Thr Leu Leu Leu Leu Ser Ser Val Pro Lys Asp Gly Leu 
145 150 155 160 



Lys Ser Gin Glu Leu Phe Asp Glu He Arg Met Thr Tyr He Lys Glu 

165 170 175 



Leu Gly Lys Ala He Val Lys Arg Glu Gly Asn Ser Ser Gin Asn Trp 
180 185 190 



Gin Arg Phe Tyr Gin Leu Thr Lys Leu Leu Asp Ser Met His Glu Val 
195 200 205 



Val Glu Asn Leu Leu Asn Tyr Cys Phe Gin Thr Phe Leu Asp Lys Thr 
210 215 220 



Met Ser He Glu Phe Pro Glu Met Leu Ala Glu He He Thr Asn Gin 
225 230 235 240 



He Pro Lys Tyr Ser Asn Gly Asn He Lys Lys Leu Leu Phe His Gin 

245 250 255 



Lys 



<210> 7 

<211> 774 

<212> DNA 

<213> Homo sapiens 



<220> 

<221> CDS 
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<222> (1)..(771) 



<223> 



10 



15 



20 



25 



30 



35 



50 



<400> 7 

gtt cct gca acg tta cca caa etc acc cct acc ctg gtg tea ctg ttg 
Val Pro Ala Thr Leu Pro Gin Leu Thr Pro Thr Leu Val Ser Leu Leu 
15 10 15 

gag gtt att gaa cct gaa gtg tta tat gca gga tat gat age tct gtt 
Glu Val He Glu Pro Glu Val Leu Tyr Ala Gly Tyr Asp Ser Ser Val 

20 25 30 

cca gac tea act tgg agg ate atg act acg etc aac atg tta gga ggg 
Pro Asp Ser Thr Trp Arg He Met Thr Thr Leu Asn Met Leu Gly Gly 
35 40 45 

egg caa gtg att gca gca gtg aaa tgg gca aag gca ata cca ggt ttc 
Arg Gin Val lie Ala Ala Val Lys Trp Ala Lys Ala lie Pro Gly Phe 
50 55 60 

agg aac tta cac ctg gat gac caa atg acc eta ctg cag tac tec tgg 
Arg Asn Leu His Leu Asp Asp Gin Met Thr Leu Leu Gin Tyr Ser Trp 
65 70 75 80 

atg tec ctt atg gca ttt get ctg ggg tgg aga tea tat aga caa tea 
Met Ser Leu Met Ala Phe Ala Leu Gly Trp Arg Ser Tyr Arg Gin Ser 

85 90 95 

agt gca aac ctg ctg tgt ttt get cct gat ctg att att aat gag cag 
Ser Ala Asn Leu Leu Cys Phe Ala Pro Asp Leu He lie Asn Glu Gin 

100 105 HO 

aga atg act eta ccc tgc atg tac gac caa tgt aaa cac atg ctg tat 
Arg Met Thr Leu Pro Cys Met Tyr Asp Gin Cys Lys His Met Leu Tyr 
115 120 I 25 

gtt tec tct gag tta cac agg ctt cag,gta tct tat gaa gag tat etc 
Val Ser Ser Glu Leu His Arg Leu Gin Val Ser Tyr Glu Glu Tyr Leu 
130 135 140 



tgt atg aaa acc tta ctg ctt etc tct tea gtt cct aag gac ggt ctg 
Cvs Met Lys Thr Leu Leu Leu Leu Ser Ser Val Pro Lys Asp Gly Leu 
40 145 150 155 160 



55 



cag egg ttt tat caa ctg aca aaa etc ttg gat tct atg cat gaa gtg 

Gin Arg Phe Tyr Gin Leu Thr Lys Leu Leu Asp Ser Met His Glu Val 
195 " 200 205 

gtt gaa aat etc ctt aac tat tgc ttc caa aca ttt ttg gat aag acc 

Val Glu Asn Leu Leu Asn Tyr Cys Phe Gin Thr Phe Leu Asp Lys Thr 



48 



96 



144 



192 



240 



288 



336 



384 



432 



480 



528 



aag age caa gag eta ttt gat gaa att aga atg acc tac ate aaa gag 
Lys Ser Gin Glu Leu Phe Asp Glu He Arg Met Thr Tyr He Lys Glu 
45 165 170 175 

eta gga aaa gee att gtc aag agg gaa gga aac tec age cag aac tgg 576 
Leu Glv Lys Ala He Val Lys Arg Glu Gly Asn Ser Ser Gin Asn Trp 

180 185 190 
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atg agt att gaa ttc ccc gag atg tta get gaa ate ate ace aat cag 720 
Met Ser lie Glu Phe Pro Glu Met Leu Ala Glu lie He Thr Asn Gin 
225 230 235 240 

ata cca aaa tat tea aat gga aat ate aaa aaa ctt ctg ttt cat caa 768 
He Pro Lys Tyr Ser Asn Gly Asn He Lys Lys Leu Leu Phe His Gin 

245 250 255 

aag tga 774 
Lys 



<210> 8 

<211> 257 

<212> PRT 

<213> Homo sapiens 



<400> 8 

25 Val Pro Ala Thr Leu Pro Gin Leu Thr Pro Thr Leu Val Ser Leu Leu 

1 5 10 15 



Glu Val He Glu Pro Glu Val Leu Tyr Ala Gly Tyr Asp Ser Ser Val 
20 25 30 



Pro Abp Ser Thr Trp Arg He Met Thr Thr Leu Asn Met Leu Gly Gly 
35 40 45 



Arg Gin Val He Ala Ala Val Lys Trp Ala Lys Ala He Pro Gly Phe 
50 55 60 



Arg Asn Leu His Leu Asp Asp Gin Met Thr Leu Leu Gin Tyr Ser Trp 
65 70 75 80 



Met Ser Leu Met Ala Phe Ala Leu Gly Trp Arg Ser Tyr Arg Gin Ser 

85 90 95 



Ser Ala Asn Leu Leu Cys Phe Ala Pro Asp Leu He He Asn Glu Gin 

100 105 110 



50 Arg Met Thr Leu Pro Cys Met Tyr Asp Gin Cys Lys His Met Leu Tyr 

115 120 125 



Val Ser Ser Glu Leu His Arg Leu Gin Val Ser Tyr Glu Glu Tyr Leu 
130 135 140 

55 



733 



EP1 375 517A1 



Cys Met Lys Thr Leu Leu Leu Leu Ser Ser Val Pro Lys Asp Gly Leu 
145 150 155 160 



Lys Ser Gin Glu Leu Phe Asp Glu lie Arg Met Thr Tyr He Lys Glu 

165 170 175 



Leu Gly Lys Ala He Val Lys Arg Glu Gly Asn Ser Ser Gin Asn Trp 

180 ~ 185 190 



Gin Arg Phe Tyr Gin Leu Thr Lys Leu Leu Asp Ser Met His Glu Val 
195 200 205 



Val Glu Asn Leu Leu Asn Tyr Cys Phe Gin Thr Phe Leu Asp Lys Thr 
210 215 220 



Met Ser He Glu Phe Pro Glu Met Leu Ala Glu He He Thr Asn Gin 
225 230 235 240 



He Pro Lys Tyr Ser Asn Gly Asn He Lys Lys Leu Leu Phe His Gin 

245 250 255 



Lys 



<210> 9 

<211> 14 

<212> PRT 

<213> Homo sapiens 



<400> 9 

Lys Glu Asn Ala Leu Leu Arg Tyr Leu Leu Asp Lys Asp Asp 
1 5 " 10 



<210> 10 

<211> 5 

<212> PRT 

<213> Homo sapiens 



<220> 

<221> misc feature 
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<222> (1)..(5) 

<223> X is any amino acid 



<400> 10 

Leu Xaa Xaa Leu Leu 
1 5 



<210> 11 

<211> 6 

<212> PRT 

<213> Homo sapiens 



<400> 11 

Leu Leu Arg Tyr Leu Leu 
1 5 



25 



Claims 

30 

1. A crystalline GR polypeptide complex comprising an expanded binding pocket. 

2. The polypeptide complex of claim 1 , wherein an AF2 helix is located in an active position, and where atoms in 
residues Met560, Met639, Gln642, Cys643, Met646, and Tyr735 have shifted from their positions in a GR/Dex 

35 structure, characterized by the atomic structural coordinates of Table 3, by one of a heavy-atom RMS deviation 

of at least about 0.50 angstroms and by a backbone heavy-atom RMS deviation of at least about 0.35 angstroms. 

3. The polypeptide complex of claim 1, wherein an AF2 helix is located in an active position, and wherein atoms 
in residues Met560, Met639, Gln642, Cys643, Met646, and Tyr735 have shifted from their positions in a GR/Dex 

*o structure, characterized by the atomic structural coordinates of Table 3, so as to increase the volume of the main 

binding pocket by at least about 5%, compared with a GR/Dex structure characterized by the atomic structural 
coordiates of Table 3. 

4. The polypeptide complex of claim 1, wherein an AF2 helix is located in an active position, and wherein atoms 
^5 in and around a ligand binding site have shifted from their positions in a GR/Dex structure, characterized by the 

atomic structural coordinates of Table 3, so as to accommodate, without atomic overlap, a steroidal ligand with 
17-ot substituents comprising 2-20 atoms. 

5. The polypeptide complex of claim 1, wherein an AF2 helix is located in an active position, and wherein atoms 
so in and around a ligand binding site have shifted from their positions in a GR/Dex structure, characterized by the 

atomic coordinates of Table 3, so as to accommodate, without atomic overlap, a non-steroidal ligand. 

6. The polypeptide complex of claim 5, wherein the non-steroidal ligand is selected from the group consisting of 
benzoxazin-1-one and A-222977. 

55 

7. The polypeptide complex of claim 1, wherein an AF2 helix is located in an active position, and wherein atoms 
in and around a ligand binding site have shifted from their positions in a GR/Dex structure, characterized by the 
atomic coordinates of Table 3, such that fluticasone propionate can be docked into a binding site with a favorable 
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binding energy and wherein all atoms in the polypeptide are held fixed. 

8. The polypeptide complex of claim 7, wherein the non-steroidal ligand is selected from the group consisting of 
benzoxazin-1one and A-222977. 

9. The polypeptide complex of claim 1 , further comprising fluticasone propionate and a co-activator peptide. 

1 0. The polypeptide complex of claim 9, wherein the crystalline form comprises lattice constants of a = b = 1 27.656 
A, c = 87.725 A, a = 90°, P = 90°, y = 1 20°. 

11. The polypeptide complex of claim 9, wherein the co-activator peptide is a TIF2 peptide. 

12. The polypeptide complex of claim 9, wherein the complex comprises a hexagonal crystalline form. 

13. The polypeptide complex of claim 9, wherein the crystalline form has a space group of P6,. 

14. The polypeptide complex of claim 9, wherein the GR polypeptide comprises a GRa ligand binding domain. 

15. The polypeptide complex of claim 15, wherein the GRa polypeptide has the amino acid sequence shown in 
any one of SEQ ID NOs: 6 or 8. 

16. The polypeptide complex of claim 15, further characterized by the atomic structure coordinates shown in 
Table 2. 

17. The polypeptide complex of claim 15, wherein the crystalline form comprises two GRa ligand binding domain 
polypeptides in the asymmetric unit. 

18. The polypeptide complex of claim 15, wherein the complex is such that the three-dimensional structure of the 
crystallized GRa ligand binding domain polypeptide can be determined to a resolution of about 3.0 A or better. 

19. The polypeptide complex of claim 9, wherein the complex comprises one or more atoms having a molecular 
weight of 40 grams/mol or greater. 

20. A method for determining the three-dimensional structure of a crystallized GR polypeptide complex comprising 
an expanded binding pocket to a resolution of about 3.0 A or better, the method comprising: 

(a) crystallizing a GR ligand binding domain polypeptide; and 

(b) analyzing the GR ligand binding domain polypeptide to determine the three-dimensional structure of the 
crystallized GR ligand binding domain polypeptide, whereby the three-dimensional structure of a crystallized 
GR polypeptide complex comprising an expanded binding pocket is determined to a resolution of about 3.0 A 
or better. 

21. The method of claim 20, wherein the reservoir solution comprises 60mM bis-Tris-propane, pH 7.5-8.5, and 
1.5-1 .7 M magnesium sulfate. 

22. The method of claim 20, wherein the co-activator peptide is a TIF2 peptide. 

23. The method of claim 20, wherein the GR ligand binding domain comprises one of SEQ ID NO: 6 and SEQ ID 
NO: 8. 

24. A method of generating a crystallized GR polypeptide complex comprising an expanded binding pocket and 
a ligand known or suspected to be unable to associate with a known GR structure, the method comprising: 

(a) providing a solution comprising a GR polypeptide and a ligand known or suspected to be unable to associate 
with a known GR structure; and 

(b) crystallizing the GR ligand binding domain polypeptide using the hanging drop method, whereby a crys- 
tallized GR polypeptide complex comprising an expanded binding pocket and a ligand known or suspected to 
be unable to associate with a known GR structure is generated. 
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25. The method of claim 24, wherein the solution comprises 475 mM ammonium acetate, 25 mM NaCI, 50 mM 
Tris, pH 8.0, 10% glycerol, 10 mM dithiothreitol (DTT), 0.5mM EDTA and 0.05% p-octyl-glucoside. 

26. The method of claim 24, wherein a crystallization reservoir solution comprises 60mM bis-Tris-propane, pH 
5 7.5-8.5, and 1 .5-1 .7 M magnesium sulfate. 

28. The method of claim 24, wherein the co-activator peptide is a TIF2 peptide. 

29. The method of claim 24, wherein the GR polypeptide comprises one of SEQ ID NO: 6 and SEQ ID NO: 8. 

10 

30. A method for identifying a GR modulator, the method comprising: 

(a) providing atomic coordinates of a GR polypeptide complex comprising an expanded binding pocket to a 
computerized modeling system ;and 
15 (b) modeling a ligand that fits spatially into the large pocket volume of the GR polypeptide complex to thereby 

identify a GR modulator. 

31. A method of designing a modulator that selectively modulates the activity of a GRa polypeptide comprising an 
expanded binding pocket, the method comprising: 

20 

(a) providing a crystalline form of a GRa polypeptide complex comprising an expanded binding pocket; 

(b) determining the three-dimensional structure of the crystalline form of the GRa ligand binding domain 
polypeptide; and 

(c) synthesizing a modulator based on the three-dimensional structure of the crystalline form of the GRa ligand 
25 binding domain polypeptide, whereby a modulator that selectively modulates the activity of a GRa polypeptide 

comprising an expanded binding pocket is designed. 

32. The method of claim 31 , wherein the method further comprises contacting a GRa polypeptide with the potential 
modulator; and assaying the GRa polypeptide for binding of the potential modulator, for a change in activity of the 

30 GRa polypeptide, or both. 

33. A method of forming a homology model of an NR, the method comprising: 

(a) providing a template amino acid sequence comprising a GR polypeptide comprising an expanded binding 
35 pocket; 

(b) providing a target NR amino acid sequence; 

(c) aligning the target sequence and the template sequence to form a homology model. 

34. The method of claim 33, further comprising assigning structural coordinates to the homology model. 

40 

35. The method of claim 33, wherein the NR is selected from the group consisting of AR, PR, ER, GR and MR. 

36. The method of claim 33, wherein the template amino acid sequence comprises one of the atomic coordinates 
of Table 2 and a subset of the coordinates of Table 2. 

45 

37. The method of claim 33, wherein the template amino acid sequence comprises spatial coordinates character- 
izing an AF2 helix located in an active position, and wherein the spatial coordinates further characterize atoms in 
residues Met560, Met639, Gln642, Cys643, Met646, and Tyr735 that have shifted from their positions in a GR/ 
Dex structure, characterized by the atomic structural coordinates of Table 3, by one of a heavy-atom RMS devi- 

50 ation of at least about 0.50 angstroms and by a backbone heavy-atom RMS deviation of at least about 0.35 ang- 

stroms. 

38. The method of claim 33, wherein the template amino acid sequence comprises spatial coordinates character- 
izing an AF2 helix located in an active position, and wherein the spatial coordinates further characterize atoms in 

55 residues Met560, Met639, Gln642, Cys643, Met646, and Tyr735 that have shifted from their positions in a GR/ 

Dex structure, characterized by the atomic structural coordinates of Table 3, so as to increase the volume of a 
binding pocket by at least about 5%, compared with a GR/Dex structure characterized by the atomic structural 
coordiates of Table 3. 



737 



EP1 375 517 A1 



39. The method of claim 33, wherein the template amino acid sequence comprises spatial coordinates character- 
izing an AF2 helix located in an active position, and wherein the spatial coordinates further characterize atoms in 
and around a ligand binding site that have shifted from their positions in a GR/Dex structure, characterized by 
the atomic structural coordinates of Table 3, so as to accommodate, without atomic overlap, a steroidal ligand with 

5 C1 7-cc substituents comprising 2-20 atoms. 

40. The method of claim 33, wherein the template amino acid sequence comprises spatial coordinates character- 
izing an AF2 helix located in an active position, and wherein the spatial coordinates further characterize atoms in 
and around a ligand binding site that have shifted from their positions in a GR/Dex structure, characterized by 

10 the atomic coordinates of Table 3, so as to accommodate, without atomic overlap, a non-steroidal ligand. 

41 . The method of claim 33, wherein the template amino acid sequence comprises spatial coordinates characterize 
an AF2 helix located in an active position, and wherein the spatial coordinates further characterize atoms in and 
around a ligand binding site that have shifted from their positions in a GR/Dex structure, characterized by the 

15 atomic coordinates of Table 3, such that fluticasone propionate can be docked into a binding site with a favorable 

binding energy and wherein all atoms in the polypeptide are held fixed. 

42. The method of claim 33, wherein the template amino acid sequence comprises spatial coordinates character- 
izing an AF2 helix is located in an active position, and wherein the spatial coordinates further characterize atoms 

20 in and around the ligand binding site that have shifted from their positions in a GR/Dex structure, characterized 

by the atomic coordinates of Table 3, such that a non-steroidal GR ligand can be docked into the binding site with 
a favorable binding energy, as computed with molecular modeling software, and wherein all atoms in the polypep- 
tide are held fixed. 

25 43. A method of designing a modulator of a nuclear receptor, the method comprising: 

(a) designing a potential modulator of a nuclear receptor that will make interactions with amino acids in the 
ligand binding site of the nuclear receptor based upon atomic structure coordinates of a NR polypeptide com- 
plex comprising an expanded binding pocket; 

30 (b) synthesizing the modulator; and 

(c) determining whether the potential modulator modulates the activity of the nuclear receptor, whereby a 
modulator of a nuclear receptor is designed. 

44. The method of claim 46, wherein the potential modulator is a non-steroidal compound. 

35 

45. The method of claim 46, wherein the potential modulator is a steroid compound. 

46. A method of modeling an interaction between an NR and a non-steroid ligand, the method comprising: 

40 (a) providing a homology model of a target NR generated using a crystalline GR polypeptide complex com- 

prising an expanded binding pocket; 

(b) providing atomic coordinates of a non-steroid ligand; and 

(c) docking the non-steroid ligand with the homology model to form a NR/ligand model. 

45 47. A method of designing a non-steroid modulator of a target NR using a homology model, the method comprising: 

(a) modeling an interaction between a target NR and a non-steroid ligand using a homology model generated 
using a crystalline GR polypeptide complex comprising an expanded binding pocket; 

(b) evaluating the interaction between the target NR and the non-steroid ligand to determine a first binding 
so efficiency; 

(c) modifying the structure of the non-steroid ligand to form a modified ligand; 

(d) modeling an interaction between the modified ligand and the target NR; 

(e) evaluating the interaction between the target NR and the modified ligand to determine a second binding 
efficiency; and 

55 (f) repeating steps (c)-(e) a desired number of times if the second binding efficiency is less than the first binding 

efficiency . 
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